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Chapter 1

| ntroduction

1.1 About this manual

This manual is the TopPsPIN Installation Guide for Microsoft Windows XP and
describes the installation of the TopSpin 2.1 under Microsoft Windows XP.
Itisavailable:

« asahard copy Installation Guide for TopspIN 2.1: Windows XP

« aspdf fileonthetoplevel of the TopsPiN DVD

e asToprsPIN Online Help: click Help — manuals — Installation Guide

» asthe up to date version on the Bruker web-server:

http://ww. bruker-bi ospi n. com docunentation_nnr. htm

Note that this manual does not contain the TOPsPIN Release letter. That is a
separate document which is not available as a hard copy but delivered as
pdf and t ext files on the TopsPiIN DVD and also on the Bruker web-
server (you can find it at the same URL asthe Installation Guide)

http://ww. bruker-bi ospi n. com docunentation_nnr. htm

Thismanua is subdivided into an introduction and three main parts. It depends on
your local demands which of these are necessary for you at the moment.
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Introduction

Thefirst part shows how to install and configure TopsPIN and some essential addi-
tional software packages. It is recommended to follow the instructions step by

step.
Part two describes the scratch installation of Windows XP and some configuration

steps for Windows XP, the network and printers. If you want to install Bruker
BioSpin TopspiN on a PC which is aready in use, you can skip this part.

In the last part, you can find some additional information for working with Win-
dows XP and TopspPIN and also some tips for troubleshooting.

Note that al text-messages and graphics shown in this book are taken from the
current version of the respective software products. Small differencesto other ver-
sions are possible but generally speaking they should be very similar.

If you have any comments or suggestions, or if you find any errors in this manual,
please do not hesitate to contact us at:

nnr - sof t war e- support @r uker - bi ospi n. de

1.2 Conventions

Bol d- Cour i er : Windows XP commands to be entered from the keyboard

Bold-Times. Windows XP commands, applications or buttons to be clicked with
the mouse

Bol d- Couri er-Italics: TorsPIN commands to be entered from the key-
board

Bold-Times-Italic: TopsPIN commands to be clicked with the mouse

Cour i er: afile name or directory name

Courier Small Italics:responseof thesystem

Couri er Smal | : the contents of afile

Timesitalics: any name which is not a file name e.g. hostnames, usernames etc.

< >: place holder
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1.3 Safty Regulations

In order to work safety in laboratries with NMR-spectrometers all users have to
follow the safety regulations for magnetic, electrical, cryogenic and chemical
safety. For detailed information please refer to the safety instructions in the Begin-
ners Guide Manua provided on the TopsPiIN DVD.

1.4 Hardware and softwarerequirementsfor TOPSPIN

1.4.1 Operating system requirements

ToOPSPIN 2.1 on spectrometer computersis supported for:
*  Windows XP Professional
* Windows Vista (Business Edition)
e Linux Red Hat Enterprise WS 3 and WS 4

All operating system updates (hot fixes and service packs) at the time TopspPIN 2.1
was released have been tested and are supported. TOPSPIN 2.1 on Datastations is
supported for:

* Windows 2000
¢ Windows XP Professional
e Linux Red Hat Enterpriss WS 3, WS 4 and WS 5

Although not officially supported by Bruker, users reported that TOPSPIN is also
running and is used for data processing, respective as storage unit,

e onother Linux systems
and

* on Windows XP Home Edition.

Bruker BioSpin does not recommend these systems for the use ToPsPIN. Please
note, the usage of not supported operating system is at one’s own risk!

1.4.2 Special PC Hardware requirements

To run TopspIN 2.1 we recommend the following computer hardware:
« PClwith CPU Clock > 1 GHz
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* Memory > 512 MB (Windows Vista: > 1 GB)
« Video (graphics)-card memory: 64 MB 1

« Ethernet card (to control a spectrometer, it is essential to have a second eth-
ernet card)

* Mouse with 3-button possibilities
+ DVD device?

If your hardware does not meet these requirements, TopspiN might still run but
with amuch lower performance.

Furthermore, we recommend setting the display resolution to 1280* 1024 or higher.

The Installation was tested on a 'hp workstation xw4400' PC with a 'NVIDIA
Quadro FX560" graphics card and two 'Broadcom NetXtreme Gigabit Ethernet’
cards.

1.4.3 Spectrometer requirements

TOPSPIN 2.1 isreleased for datastations, AVANCE (AV), AVANCE-I|
(AV-I1) and AVANCE-II1 (AV-111) spectrometers.

For upgrade possibilities of your spectrometer with TopsPIN 2.1, please get in
touch with your local Bruker representative.

Hardware components that are TOPSPIN version or operating system dependent are
listed below. Components that are not listed here do not need an upgrade for Top-
SPIN 2.1.

If your Avance spectrometer does not meet the above specifications, please get in
touch with your local Bruker representative for your upgrade options.

1. TopsPIN 2.10nly runs on x86 based PC’s. It does not support 64bit architecture.

1. Itisrecommend not to use shared memory graphics, because in some cases memory problems
could be observed.
2. TopsPIN 2.1isdelivered on DVD’swith "-r" format.
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1.4.3.1 AVANCE and AVANCE-II spectrometers (AQS based)

CCuU
LINUX, independent of the TOPSPIN Version
CCu required minimum EC level
CCU 10 06
(part # H9503) EC level 00 to 19
CCU 10 29
(part # H9503) EC level > 19
ccu1?
(part # H9503V 1) 00 (recommended 01)

1. Note that CCU 11 also existsfor AQX/AQR spectrometers.

Windows, independent of the ToPSPIN Version

CCu required minimum EC level
(parct:gl: ;gog) requires no specific EC level
ccuiit
(part # H9503V 1) 00 (recommended 01)

1. Note that CCU 11 also existsfor AQX/AQR spectrometers.

FCU 3
FCU 3 required minimum EC level
part # H5822
(64k memory) 04 (recommended 07)
part # H9598 02 (recommended 05)

(256k memory)
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FCU 4
FCU 4 required minimum EC level
part # H9727 requires no specific EC level
part # H9773 requires no specific EC level

RCU

Rcu?! required minimum EC level
RCU 1/2 (part # Z003678) requires no specific EC level
RCU 1/3 (part # 2022488) requires no specific EC level

1. AVANCE (AV) spectrometers ony

Multiple Receiver RCU !

required minimum EC level

RCU 1/2 (part # Z052488)

requires no specific EC level

RCU 2/4 (part # Z062488)

requires no specific EC level

RCU 3/4 (part # Z072488)

requires no specific EC level

RCU 4/4 (part # Z082488)

requires no specific EC level

RCU 1/5 (part # Z003206)

requires no specific EC level

RCU 2/5 (part # Z003207)

requires no specific EC level

RCU 3/5 (part # Z003208)

requires no specific EC level

RCU 4/5 (part # Z003209)

requires no specific EC level

1. AVANCE (AV) spectrometers ony
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TCU3
TCU3 required minimum EC level
part # H5813
with EC level between 00 to 19 09 (recommended 12)
part # H5813
with EC level > 20 28 (recommended 31)
part # H5813V 1 any (recommended 01)
part # H5813F2 any (recommended 01)
part # H5813F3 any (recommended 01)
RX22
RX22 required minimum EC level
part # 2002810 any (recommended 08)
part # 2012810 any (recommended 02)
part # 2032810 any (recommended 01)

1.4.3.2 AVANCE |11 spectrometers

IPSO 19"
IPSO 19" H9987 required minimum EC level
Baseboard 03
part # H12519
TX-board (F-/T-/G-Ctrl) o1
part # H12538F1
TX-board (F-/T-/G-Ctrl) . -
part # H12538F2 requires no specific EC level
RX-board (R-Ctrl) . .
part # H12532 requires no specific EC level
PCI-board

part # H12524

01
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. IPSO-AQS
IPSO-AQS H9984 required minimum EC level
IPSO-ACQ host , o
part # H12547 requires no specific EC level
IPSO-ACQ acq . -
part # H12549 requires no specific EC level
PCI adapter board . .
part # H12557 requires no specific EC level
HR-board . .
part # H12553 requires no specific EC level
FTMS-board . .
part # H12555 requires no specific EC level
. DPP1
DPP1 required minimum EC level
part # H12513F1 requires no specific EC level

1.4.4 Software requirements

| « Microsoft Windows Vista, Windows X P (SP2) or Windows 2000 (SP4) * for
: TOPSPIN > 2.1 2

¢ onDVD: 'TopspPIN 2.1
* TOPSPIN
* FlexIm License Manager [see Chapter 7]
» For spectrometer control the following version must be used:

e Hummingbird NFS Server Version 7.1 3 (CD: TopsPIN NT Toolkit) [see
Chapter 4]

e For NMR-GUIDE:

1. Windows 2000 only for Datastations (for further information see chapter 1.4.1).

2. ToPsPIN requires aNTFS filesystem on the partition where the Topspin isinstalled and a
NTFS filesystem on all partitions where TOPSPIN data are stored [see chapter 14.1].

3. The NFS Server isonly required for AVANCE and AVANCE-I| spectrometers.
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* Internet Explorer > 6.x (CD: Microsoft Windows XP)
e For TopspIN Online Help and NMR GUIDE
« A PDF viewer (e.g. Adobe Acrobat Reader [see Chapter 5])

1.5 Important Windows configurations

This Installation Guide for TopspIN refers to the following configurations for Win-
dows XP. Severa functions (e. g. Control Panel, Start menu, Windows Explorer)
can be configured in a Classic view-mode or Category view-mode (Windows XP
style). These modes are not only different in style. They can be different in the
way commands are entered.

1.5.1 Configurethe Start Menu

For this manual the Start Menu is configured in the Windows XP style.
e Click the RIGHT mouse button on the Taskbar — click Properties
e Click Sart Menu — click Sart Menu — click OK

Teaskbar | Start Menu

renu style for easy access to the

I v access
inet, e-mail, and your favorite programs.

ion to use the menu style fram
indoves.

aK H Cancel H Apply ]

1.5.2 Configurethe Control Panel and the Windows Explorer

For this manual the Control Panel and the Windows Explorer are configured in the
Classic View style.
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Click on theleft side on Switch to Classic View

B Control Panel

Bl Edt  Wiew

© ﬂ: }’jSearth

Adiress |3 Control Panel

Favortes  Tools  Help

Falders

Mame Comments
¥ Control Panel & Accessibity Options Adjust your computer settings For visian, hearing, and mobilty.
% Add Hardware Installs and troublashoots hardware
(L)Add or Remove Programs Install or remove programs and Windows components,
4 Admiristrative Tools Configure administrative settings for your computer,
Y Ernadcom Control Suite Broadcom Advanced Control Suite { v.6,03 )
PDats and Time Set the date, time, and time zone For your computer,
i3~-D\s|:\ay' Change the appearance of your deskbop, such as the background, screen savel
H Easy Access Buttons Reprogram Easy Access Buttons
[FFolder Options Customize the display of files and folders, change File associations, and make nej
Fonts Add, change, and manage fonts on your computer,
‘& Gams Controllers Add, remove, and confiqure game controller hardware such a5 joysticks and ga
’Intemet Options Configure your Internet display and connection settings.

keyboard Customize your keyboard settings, such as the cursor blink rate and the charac
"yMouse Customize your mouse settings, such as the button configuration, double-click s
& Nstwork Connections Connects to other computers, networks, and the Internst,
& MVIDIA nWiew Desktop Manager  NVIDIA nview UT contral panel propertiss
LPhone and Modem Optians Configure your telephone dialing rules and modem sektings.
%3 Power Options Corfigure energy-saving settings for your computer.
% yPrinters and Faxes Shows installed printers and fax printers and helps you add new anes,
@ Regional and Lanquags Options  Customias ssttings For the display of lanquages, numbers, Hmes, and dates,
BScanners and Cameras Add, remove, and configure scanners and cameras,
@Schedu\ed Tasks Schedule computer tasks bo run automatically,
Dlsoundrax Control Panel for SoundMax
D Sounds and Audio Devices Chang the saund schame for yaur computer, or configurs the sattings for you
@ Spesch Change settings for ext-to-speech and for speech recagnition (F installed).
ysystem See information about your computer system, and change settings For hardwar
iTaskbav and Start Menu Customize the Start Menu and the taskbar, such as the types of items ta be dis
8 User accounts Change user account settings and passwards for people who share this computs

g- Switch to Categary View

See Also

R Windows Undats
@) Help and Support

3 Ii | 3




Chapter 2

Express Installation and
Configuration of TOPSPIN

2.1 About thischapter

This chapter gives abrief description of how to install Bruker BioSpin's TOPSPIN.

This chapter is directed to users who would like to install TopspiN 2.1 on a PC, on
which XWIN-NMR or a version of TOPSPIN is already installed and configured cor-
rectly. Therefore this chapter provides an overview and provides not information
on all aspects of configuring Windows XP and TOPSPIN.

For more details on the installation see chapter 6.4.

For more details on the Topspl N commands like cf, expi nst al | , etc. please
refer to the description of this command in the Acquisition Reference manual.

2.2 Installing TOPSPIN

The main decision you have to make during installation is where do you want to
install the new TopspIN version. If you a have previous NMR SUITE or TOPSPIN
installation on this PC available, you can either:

21
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« install the new version in parallel to the previous one
(eq. old in C.\ Bruker\ TopSpi nl1. 3 and new in
C.\ Bruker\ TopSpi n2. 1)

or

« install the new version in the same directory as the previous one
(e.g.oldinC. \ Bruker\ TopSpi n and new in C: \ Br uker \ TopSpi n)

The installation in paralel has the advantage, that the previous version remains
unchanged. After aparallel ingtallation you can start working with the new version
and if you want to go back to the previous version for whatever reasons you can
just start and reuseit.

The installation of TopsPIN 2.1 offers an automatic import of your individual con-
figuration of a previous version, so that there is no advantage to install the new
version in the same directory as the old one.

1

Loginasaloca Administrator

2. Close ALL WINDOWS on the desktop
3.
4, Start of the installation

Insert the DVD 'TopsPIN 2.1".

* |f the automatic start of the DVD is enabled, the window described in the
next step appears automatically, go to step 5

e |If this window of the next step does not appear automatically, autorun is
probably switched off (see chapter 10.3) or open the Windows Explorer, go
to the DV D device and double-click i nst al | . cnd .

The windows Welcome to the TopsPIN Setup will appear: — Click Next
A window Release Letter TopsPIN will appear:

a) Please read the NMR Release letter! You can find there al information
about news and bug fixes of the current version.

b) Closethe Release Letter by clicking the X button in the upper right corner
e Select the destination directory for TOPSPIN.

a) Accept the default destination

b) or browse to another destination.

1

Please note that thereisaso afile called ‘install’ on the DVD. Thisfileisthe installation
script for Linux, under Windows you have to click on the file ‘install.cmd’
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« Enter an installation path which does not exists so far, e. g.
C.\ Bruker\topspin2.1

« or browseto another existing installation path.
* Click OK
» Click Next
7. A window Select the setup type will appear:
a) Select the setup type. Do one of the following:

« Select Data Processing, Acquisition and Automation if you want to use
TopspIN for spectrometer control. This will ingtall Diskless automati-
cally.

» Select Data Processing if you want to use ToPsPIN for data processing.

e Customized setup (allows components selection) if you want to install
selected programs only.

A window ’Product selection’ will appear. Select the packages which you
want to install (note that DiskLESS is only required if your PC controls a
spectrometer or you want to configure it like this.

b) Click Next

8. A window 'Question’ will appear if Windows XP Service Pack 2 is installed
and enabled on your system. If you click Yes on the installation configure the

firewall 1 for you 2.

9. A window ’Select Components' will appear. You can either import no spec-
trometer configuration, or browse for a spectrometer configuration or select one

of the configurations you get offered within this window 3,
» Click Next
10. A window 'Set NMR Super User’ will appear:
a) Do one of the following:
» Accept the default NMR Superuser (Administrator) or
« Enter aspecia user for this purpose, e.g. named nmrsu or

1. Thefirewall must be configured to enable spectrometer access.

2. If you click on No an Administrator can do it any time later, running <topspin-
home>\prog\bi n\Utilities\Mi scel laneous\setfirewal .cmd (see chapter 8.9).

3. Theingtallation process will offer all configurationswhich are available in the ToPSPIN /
XWIN-NMR installation that are defined in the registry.
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e Enter any other user

Under Windows the username must be the name of an existing user. For fur-
ther details check chapter 6.2.

b) Click Next
11. A window ’Password Input’ will appear  (for more details about this feature
see chapter 6.2):
a) Do one of the following:
* Typeinthe NMR ADMINISTRATION PASSWORD
* Re-enter the NMR ADMINISTRATION PASSWORD
b) Click Next
— Theinstallation of TopsPIN will start now.
12. A window ’Setup is complete’ will appear:
* You will be asked if you want to restart the computer:
a) Click Yes| want torestart my computer now
b) Click Finish (to reboot the computer)

13. After the PC has booted up, press the reset button on the CCU or turn it on with
the key if it was switched off. Don't forget to execute cf and expi nst al |
(if necessary; see chapter 2.3).

The following information is for the Customized setup:

« Itisstrongly recommended to accept the default path for the flexLM installa-
tion: 'C:\ fl exl mi ! If you choose a user defined path, it may cause some
. problems with other applications using the FlexL M.

2.3 Configuring TOPSPIN

The idea of this chapter is to give you some guidelines to configure TopsPIN for
using it on a workstation for data processing, or for operating a spectrometer. We
do not discuss the commands in detail here. For afull description refer to the Top-

1. Certain commandslikecf and expi nst al | ask for the NMR ADMINISTRATION PASS-
WORD.
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SPIN manuals.

Start TOPSPIN:

« Click theicon TopsPIN on the desktop, or
e Click Start — All Programs — Bruker TOPSPIN — TOPSPIN<vVers.>

After thefirst startup of TopsPIN awindow 'LICENSE’ will appear:

a) Pleaseread the license agreement for Bruker TOPSPIN !
b) If you agree, please click | Accept.

After thefirst startup of ToPsPIN awindow ' Configuration check’ will appear.

You have the possibility to configure the software (depending upon the hardware
of your spectrometer). If you do this, you are probably in one of five situations:

1

You want to configure a processing-only-PC with a default configuration on a
datastation — go to chapter 2.3.1 (see also chapter 8.1.3)

You have just installed the software in a new directory and the old spectrometer
configuration of the software is still known to the new version — go to chapter
8.1.1

You want to configure a processing-only-PC like your spectrometer-PC, so you
have the spectrometer configuration on another computer — go to chapter 8.1.2

. You have to configure the software on a new hard disk without a backup of the

spectrometer configuration, so you have no configuration files — go to chapter
8.1.4

You have a new spectrometer hardware component, so you have no configura-
tion file — go to chapter 8.1.5

If you would like to take over the configuration of an existing XwIN-NMR or TOP-
SPIN installation into TOPSPIN 2.1, please check chapter 8.2.

If you want to use a default configuration on a datastation

A default configuration can be used on a PC that is used for processing only. It is
automatically performed (no cf required) during the installation of ToPSPIN on a
new computer, anew disk or in a new ToPSPIN installation directory. The default
configuration names are Bruker_default_av500 (corresponds to an Avance 500
MHz spectrometer) and Bruker_default_avancel |300 (corresponds to an Avance ||
300 MHz spectrometer).
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For data processing, the automatic default configuration is sufficient. If, however,
you want to use AU programs, you must execute expi nst al | and select Instal-
lation for Datastation (Default).

For further details please refer to the respective chapters (see chapter 8.1.2).

2.3.2 If your PC controls a spectrometer :

1. Besurethat the spectrometer is booted (see chapter 6.4 and also 15.5.3)
2. Open adataset
* Typenewand create anew dataset.

* You can also select adataset (e.g. exanild_1h) acquired with another Top-
SPIN Or XWIN-NMR version

3. Enter cf (The command cf now configures the software according to the
hardware of your spectrometer.)

a)

b)

0)

d)

A window will appear:
Password request. Please enter the NVR adninistration
password

Typein the NMR ADMINISTRATION PASSWORD. Click OK.

A window will appear:
Spectroneter configuration:

Most likely you will select an existing configuration and press Edit to
confirm this configuration.

A window will appear:
Edit configuration.

The selected configuration is displayed. Choose whether to configure it as
a spectrometer or datastation. Choose the type of your spectrometer e.g.
AVANCE — ENTER. Check or type in the 1H frequency of the magnet
e. g.500. 13 — ENTER. Use the debug mode only in case of trouble-
shooting.

If anmod hconf server information window appears.

« your spectrometer has not a BSMS rack with ECLB board: you may
ignorethiswarning. Neverthel ess please check the Configuration sum-
mary (uxnnt . i nf o file) if al unitsare listed.

» your spectrometer hasaBSM S rack with ECL B board: please check if
the DHCP server isrunning. If you cannot start the Bruker DHCP ser-
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vice please see chapter 15.6.
e) A window will appear:
Specify the channel to which external devices are con-
nected. The RS232/485 channel for external devices-
Tabl e appears.

Check if the tty-numbers of the hardware components are set correctly.

f) A window 'Addi ti onal confi guration’ will appear:
Security check. Enable peak power check (POACHK).
» Choose the options if you want to use this security options. Powchk

and Pulchk require specia probes and cortab. If in doubt contact your
local Bruker representative, please.

Sanpl e changer configuration. Should the Sanpl e Chang-
er control the Lift? (yes/no)

« The answer depends on how the air flow is connected, normally you
will answer: yes — ENTER

Del ay between SX and next command [sec]?

« Typeinthelength of thedelay e. g. 10 — ENTER
g) Thenucl ei -t abl e appear

Check if the frequency of the nuclel are set correctly. If in doubt click Re-
st or e then click Save

h) A window 'Edit spectrometer configuration’ will appear:
Check if the preamplifier connections are set correctly and click Save..

i) Theresultsof cf appearsin atext window. Check thislist carefully and
compare the result with an list from an earlier configuration (if available)
click Pri nt and store the paper output with your other spectrometer
documentation, then click OK. These data are saved in
<TOPSPI NHOME>/ conf /i nstr/ <spect >/ uxnnr . i nf 0.

I If during’cf’ an error message occursthat invitesyou to do afirmware

update check chapter 8.6

After finishing cf the window ’'config’ will appear showing alist of configura-
tion steps. You will be asked for the NMR ADMINISTRATION PASSWORD
several times:

Continue with expi nst al |
a) Typeinthe NMR ADMINISTRATION PASSWORD and ENTER
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b) Click Next if you either have not modified Bruker BioSpin Parameter files,
AU-programs and Pulse-programs or if you have archived them in a differ-
ent directory. Your individual Parameter files, AU-programs and Pulse-pro-
grams etc. that are named different to the original Bruker BioSpin files will
not be destroyed during the installation.

¢) A window appears. Check Installation for Spectrometer — Click Next
d) Inthe appearing window: Check the required system — Click Next

€) In the appearing dialog box: Select the spectrometer configuration name —
Click Next

f) In the appearing dialog box: Check the items you want to install or, accept
the default selection — Click Next

0) In the appearing dialog box: Select the default printer and plotter and the
desired paper format — Click Next

h) Inthe appearing window: Enter the desired spectrometer frequency, acquisi-
tion mode and pre-scan-delay or, accept the default values — Click Next

i) In the appearing information box: Check the configuration selection and, if
itiscorrect — Click Finish
While Expinstall will be executed, you can configure the next configuration
programs.

Continue with edsol v

Check thelist of lock solvents — click Save if itiscorrect — Click Cl ose
Continue with edhead

Select the current probe — click Define as current probe — Click Exit

A window ’Edit Spectrometer Parameter’ will appear:
Check if the connections between preamplifier and probe are set correctly —
click Save if itiscorrect — Click Cl ose

Continue with edpr osol

Check the parameters for your observed nuclei, and if necessary change
and/or recalculate them — Click Save to storeto disk — Click Exit

Continuewith edl ock

Check the lock table values (field, lock phase, ...), change them and click
Save if necessary, otherwise click Abort

Continuewith edscon
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2.3.3

Check the spectrometer constants, change them and click Save if necessary,
otherwise click Cancel

« After finishing the configuration a window cron check appears. Click on
Aut omati ¢ backup to set up an periodically backup.

After cf , expi nst al | ,... have finished insert a sample and make sure that you
can lock on the lock solvent. Type i i and read with r par a standard Bruker
BioSpin parameter file (e. g. 'rpar PROTON all'), type get prosol , rga and

wobb and collect anorma *H NMR spectrum.

If you want to configure a processing-PC like your spectrometer-PC:

If the PC does not control a spectrometer but is used in connection with a particu-
lar spectrometer, e.g. for setting up experiments, processing and or plotting, you
should configure it as that spectrometer (see chapter 8.1.2).






Part |

TOPSPIN - Installation and
Configuration

31






Chapter 3

General Installing Information

3.1

| nstallation order

A complete new installation on a PC connected to a spectrometer involves the fol-
lowing steps:

1

© © N o g~ DN

Installing Windows X P (see chapter 11.1)

Installing Windows X P Service Pack (see chapter 11.2)
Installing the Graphics driver (see chapter 11.3)
Configuring the network (see chapter 13)

Installing a printer (see chapter 14)

Installing a PDF viewer (see chapter 5)

Installing NFS Server (see chapter 4.3) 1 2
Installing TOPSPIN (see chapter 6.4)

Configuring NFS Server (see chapter 6.6) 2

=

Note for Windows XP SP2 users with enabled firewall: If you have installed the NFS server
after TOPSPIN, you haveto executeset f i rewal | . cnd again (see chapters 4.5 and 8.9)!
The NFS Server isonly required for AVANCE and AVANCE-I| spectrometers.
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10. Installing TopsPIN license (see chapter 7.2)
11. Configuring of TopspIN for spectrometer control (see chapter 8.1.1)



Chapter 4
Installing NFS Server

The NFS Server is only required for AVANCE and AVANCE-II spectrometers.|f
your PC is used as a datastation, no NFS is needed.Furthermor AVANCE-I11 spec-
trometers do not need the NFS Server anymore, the boot par am process is not
required anymore and can be disabled in the list of services (Click Start — Con-
trol Panel - Administrative Tools, Double-click Services, A window ' Services
will appear: Select the service: boot par am Right-mouse-click on this service
and select Stop).

4.1 TopsPIN NT Toolkit CD

The Bruker BioSpin TopsPIN NT Toolkit-CD (for Windows XP) contains the Hum-
mingbird NFS Server 7.1.

The version of the NFS Server for Windows XP that is currently supported is 7.1.
If thisis already installed, you can skip this chapter.

The NFS Server is available on the TopseIN NT Toolkit-CD that can be ordered
from Bruker BioSpin, part number H9437WO.

Please contact your sales representative for the price of the NFS Server. Alterna-
tively, you can contact NFS manufacturer Hummingbird L for information on how

1. See www.hummingbird.com
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to obtain NFS 7.1 or how to upgrade from an earlier version.
4.2 Preparing for the TorspIN NT Toolkit installation
The NFS Server 7.1 (1) isrequired if your PC controls a spectrometer; it makes the
DISKLESS package available for the CCU.
Before you install the NFS Server:
e Click Start — All Programs — Accessories — Command Prompt
e Enteri pconfig /all
and check if the network isinstalled. If it is not, install the network as described in
chapter 13.
4.3 Installing NFS Server
IMPORTANT:
I » beforeinstalling NFS you must configure TCP/IP (see chapter 13.1)

« |If your installation fails with following error message:
Creat Thi sService: : Createservice: Error # [997]

Your network-adapter has no link to the network. Establish alink to the net-
work or install the

NW i nk | PX/ SPX/ Net Bl OS Conpati bl e Transport Protocol:

a) Click Start — Control Panel — Network Connections — Right-click
L ocal Area Connection Xxx

b) Click Properties— Install... — Protocol — Add

c) The Sel ect Network Protocol -menu will appear after some sec-
onds. — Click NWIink ... —» OK

d) After some seconds the Properties-menu will reappear: — Click Close

If another version isinstalled, remove it according to chapter 10.2, reboot the com-
puter and install a newer version.

If you have the Hummingbird NFS Maestro CD be aware of the following. An
Evaluation CD, will only work for a limited amount of time. Please check if your
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delivery contains another NFS Maestro CD. If it does, thisis probably the full ver-
sion. If it does not, you probably ordered an Evaluation CD. Please use the full ver-
sion if you have one! Now insert the NFS Maestro CD.

Installing NFS 7.1 from the Bruker BioSpin TOPSPIN NT Toolkit-CD

1
2
3.
4. A window "My Computer’ will appear:

Loginasaloca Administrator

. Insert the CDROM ToprsrPIN NT Toolkit

Double-click theicon My Computer

» Double-click the CDROM icon
A window showing the contents of the CDROM will appear:
« Double-click theicon setupNFS or setupNFS.cmd
A window "Hummingbird Master Setup’ will appear:
* Click Install NFS M aestro Server
Thiswindow will change to the subtitle’Installation Type’

Click Personal Installation

A window ' Chose Setup Language' will appear:

» Choose English (USA) (thisdescription iswritten for the English one)
* Click OK

A window "Hummingbird Setup Wizard’ will appear and display several
progress bars. Finaly it shows:

The Hummingbird Setup Wizard will install Hummingbird NFS Maestro
Server on your computer ...

» Click Next
A window ’License Agreement’ will appear:

e Click | accept ... — Click Next

A window ’'Customer Information” will appear. Insert the appropriate
information or leave the information unchanged (it is important that this
application will beinstalled for anyone who uses this computer):

» Click Next
A window ’Destination Folder’ will appear:
» Click Next
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e A window ' Setup Type' will appear:
e Click Typical — Click Next
« A window 'Ready to Install the Progran’ will appear:
e Click Install
e A window ’Installing Hummingbird NFS Maestro Server’ will appear
showing a progress bar
e A window "Hummingbird Setup Wizard Completed” will appear:
» Click Finish
* Back in the window "Hummingbird Master Setup’:
* Click Back — Click Exit
7. Remove the CDROM
The certificate ' Proof of license’ is delivered with each TopspiN NT Toolkit CD. It

proves that you have an official copy of the Hummingbird NFS Server. Please
keep this certificate!

4.4 Configuring the NFS Server for spectrometer control

Before you can configure the NFS Server 1 (described in chapter 6.6) you must
first install packages on the TopsPIN DVD, particularly the DISKLESS package
(see chapter 6.4).

4.5 Firewall configuration for the NFS Server

If you have enabled the firewall under Windows XP SP2, you have to configure
thefirewall for the NFS Server. This can be done automatically during the
TopsPIN installation or later while executing the setfirewall.cmd (<topspin-
home>\prog\bin\Utilities\Miscellaneous\setfirewal .cmd) (see chapter 8.9).

Note: If you have installed the NFS Server after the TopsPIN installation, you have
to configure the firewall again!

1. The NFS Server is only required for AVANCE and AVANCE-II spectrometers.



Chapter 5
Installing a PDF viewer.

5.1 When do | need a PDF viewer?

A PDF viewer isrequired for displaying the TopspiN Online Help and for parts of
the NMR-GUIDE. A PDF viewer is not installed automatically as a part of TOPSPIN.
Bruker BioSpin recommends to use the Adobe Acrobat Reader. The Acrobat
Reader is available from Adobe as a download:

http://www.adobe.com

The English version of the Acrobat Reader is available as a download under the
following address:

http://www.adobe.com/products/acrobat/readstep2.html
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Installing TOPSPIN

6.1 Preparing for the TOPSPIN installation

Before you install TOPSPIN:

1. TopspIN can only be installed on a NTFS filesystem, not on a FAT file sys-
tem. However, you can convert FAT to NTFS as described in chapter 12.1.2.

2. Before you proceed, make sure you are logged in as a Local Administrator.
If you are not sure about this, press Ctrl-Alt-Del (just as for alogon). The
popup screen tells you the current user-id. If you are indeed logged in as a
Local Administrator, click Cancel. Otherwise click logoff and then log on
as an Administrator.

3. Click Start — All Programs — Accessories — Command Prompt
enter:i pconfig /all

and check if the local network is configured. If it is not, configure the net-
work as described in chapter 13.

If your PC controls a spectrometer:

1. Click Sart — All Programs

and check if you see the entry NFS Maestro. If it does not appear, install NFS
Maestro Server as described in chapter 4.3. 1
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2.

Click Sart — All Programs — Accessories — Command Prompt
enter:i pconfig /all

and check if the second Ethernet adapter is configured. If it is not, configure it
as described in chapter 13.

6.2 NMR SUPERUSER and NMR ADMINSTRATION
PASSWORD

TopsPIN offers password check for the configuration tools of TopsPIN. During the
ToPsPIN installation, you are prompted to define:

1

The username for the so called NMR SUPERUSER. If you choose an NMR
SUPERUSER other than Administrator make sure that this user exists. The
NMR SUPERUSER can be Administrator (thisisthe default) or any other user
(can also be a Domain account). We recommend installing a special user for
this purpose, e.g. auser named nmrsu (see chapter 9.1). This user does not need
any specia permissions under Windows; standard access permissions are suffi-
cient.

» After the installation, the NMR SUPERUSER is the owner of all ToPsPIN
program files. Logging in as this user alows you to remove these files,
change file permissions etc. The name of the NMR SUPERUSER will be
stored in the file: <TOPSPI NHOVE>/ conf / nnr super user

the NMR ADMINISTRATION PASSWORD to be used for ToPsPIN configura-
tion commands. This password can be freely chosen and is not connected to any
user. It is asked for by TopsPiIN commands like cf, expi nstal | etc. The
encrypted NMR ADMINISTRATION PASSWORD is stored in thefile:

<TOPSPI NHOVE>/ conf / nnT admi npassword

I Note: The NMR SUPERUSER login password and the NMR ADMINISTRATION
PASSWORD have different purposes and are totally independent. Changing one of

them does not affect the other.

With the information about the NMR ADMINISTRATION PASSWORD and
NMR SUPERUSER TopPsPIN is ready to be configured. The NMR ADMINIS-
TRATION PASSWORD will be asked for every time a configuration type com-

1. The NFS Server is only required for AVANCE and AVANCE-II spectrometers.
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6.2.1

mand is entered. If this password is typed in correctly, the command will be
executed independent of which user is logged in the operating system. As a result
al newly created configuration files will be owned by the user that was logged in
at the time the configuration command was executed. Any other user can modify
the configuration during his login session, just by knowing the correct NMR
ADMINISTRATION PASSWORD. Thisis possible because all configuration files
are read- and writeable for everybody, but TopsPIN will not write them without the
correct NMR ADMINISTRATION PASSWORD!

TopspPIN also offers a so-called Security Mode. With this feature all configuration
files are only read- and writeable for the NMR SUPERUSER.

How to changethe NMR ADMINSTRATION PASSWORD

Theinstallnmr script can be used to changethe NMR ADMINISTRATION PASS-
WORD and the NMR SUPERUSER. If it is called with the option "-secure’, it
changes the permissions in a way, that only the NMR SUPERUSER can execute
the configuration commands and the resulting files are readable and writable only
for him, al other users have read-only permissions.

To change the NMR ADMINISTRATION PASSWORD, you have to:

1. Login as NMR Superuser or Administrator

2. Double click on the icon Bruker Utilities on the desktop. A window Br uker
Utilities will appear

3. Double click on the command prompt

Note: Itisnot possible to use a’normal’ windows command prompt, becausein
this’special’ command prompt of ' Bruker Utilities’ there are several parameters
and path entries defined.

4, Typein:
perl\bin\perl prog\bin\installnnr <TOPSPI NHOVE> <NVRSUPERUSER>

If you installed ToPsPIN in the default directory and you want to use the user
"nmrsu’ as NMR SUPERUSER, you have to typein

perl\bin\perl prog\bin\installnnr C \Bruker\TopSpin nnrsu
5. Enter the old password and new password as requested.
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6.2.2 How to defineanew NMR ADMINSTRATION PASSWORD

To defineanew NMR ADMINISTRATION PASSWORD, for example because
you have forgotten it, you have to:

1. Login asthe Administrator

2. Open aWindows Command Prompt

3. Délete the file <x>\conf\nmradminpassword

4. Enter:

perl\bin\perl prog\bin\installnnr <TOPSPI NHOVE> <NVRSUPERUSER>
5. Enter new password as requested.

6.3 Packageson the TopsPIN DVD

1

ToPsPIN: Acquisition and processing software
« TOPSPIN PLOT EDITOR: Object oriented WY SIWY G plot editor 1

« GNU TOOLS: System tools required by Topspin 1
ICON-NMR: Icon-driven interface for Routine Spectroscopy and Automation

. NMR-sIM: Program for numerical simulation of NMR experiments

4. NMR-GLP: Program for 'Good Laboratory Practice’ tests (requires separate

NMR-GUIDE: Web-browser based teaching and training program

DISKLESS: Spectrometer CCU operating system

AURELIA-AMIX-Viewer: multiple object viewer (requires a separate license)
Auremol: nD spectrum analysis (requires separate license)

Perch: Shift prediction and Modeling Tools (requires separate license)
SBASE: Spectrabase for AMIX (requires separate license)

FLEXLM: License manager required for starting TOPSPIN programs.

license)
5.
6. NMR-DATA: example data sets
7.
8.
0.
10.
1.
12.
1

automatically installed as part of the TopsPIN package
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6.4 Installing TOPSPIN

This chapter describes the instalation of the TopspPIN as a local Administrator,
using a local NMR Superuser account. Chapter 13.6 describes additiona steps
which must be taken if you want to install the ToOpsPIN in a Domain.

The main decision you have to make during installation is where do you want to
install the new TopSpin version. If you have a previous NMR SUITE or TOPSPIN
installation on this PC available, you can either:

« install the new version in parallel to the previous one
(eq. old in C.\ Bruker\ TopSpi nl1. 3 and new in
C.\ Bruker\ TopSpi n2. 1)

I or

« install the new version in the same directory as the previous one
(e.g.oldinC. \ Bruker\ TopSpi n and new in C: \ Br uker \ TopSpi n)

The installation in paralel has the advantage, that the previous version remains
unchanged. After aparallel ingtallation you can start working with the new version
and if you want to go back to the previous version for whatever reasons you can
just start and reuseit.

The installation of TOPSPIN 2.1 offers an automatic import of your individual con-
figuration of a previous version, so that there is no advantage to install the new
version in the same directory as the old one.

1. Loginasaloca Administrator

2. Close ALL WINDOWS on the desktop
3. Insertthe DVD 'TopspPIN 2.1'.

4, Start of the installation

* |f the automatic start of the DVD is enabled, the window described in the
next step appears automatically, go to step 5

e |If this window of the next step does not appear automatically, autorun is
probably switched off (see chapter 10.3) or open the Windows Explorer, go
to the DVD device and double-click i nst al | . cnd L.

5. The windows Welcome to the TopsPIN Setup will appear: — Click Next

=

Please note that thereisaso afile called ‘install’ on the DVD. Thisfileisthe installation
script for Linux, under Windows you have to click on the file ‘install.cmd’
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Welcome to the TOPSPIN|Setup X]

Software

g This program will help you ta install TOPSFIN

Itis strongly recommended that you exit all Windows programs
hefore running this Setup program.

Click Cancel to quit Setup and then cloge any programs you
have running. Click Mext ta continue with the Setup program,

WARNING: Thiz program is protected by copyright law and
international treaties.

Unautharized reproduction or distribution of this pragram, or any
portion of it, may result in severe civil and criminal penalties, and
violators will be prosecuted to the masimum estent possible under
law

Cancel
6. A window Release Letter ToPsPIN will appear:

Fle Edt Format Wiew Help

Topspin 2.0

Release Letter

Chapter 1

Introduction

1.1 About Topspin 2.0

Topspin 2.0 is a major update with various new features, improvements and bug
fixes. It offers a new acquisition interface, command spooling, 20

integration, internal user administration and electronic signing and more.
Tups[]ﬂ.n 2.0 reguires a new 1icense. Please contact your local eruker office

for license orders. 3

a) Please read the NMR Release letter! You can find therein all information
about news and bug fixes of the current version.

b) When you have finished reading the Release Letter, close the Release Letter
by clicking the X button in the upper right corner.
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7. A window Choose Destination Location will appear:

Choose Destination Location EI

Flease select the destination directory for TOPSPIN.

Destination Dirsctory

C:ABrukenTOPSPINZ.O

<Back | Mew> | Cancel |

» Select the destination directory for TOPSPIN.
a) Accept the default destination

b) or browse to another destination.
Enter an installation path which does not exists so far, e. g.
C:\Bruker\topspin2.1
« or browseto another existing installation path.
» Click OK
* Click Next

8. A window Select the setup type will appear:

Select the setup type 3]

Only customized setup allows pou to select program components.

" Data Processing only

 Data Processing, Acquisiion and Autornatiort

" Customized satup [allows component selection)

< Back | Next > Cancel |

a) Select the setup type. Do one of the following:

» Select Data Processing, Acquisition and Automation if you want to use
TopspIN for spectrometer control. This will ingtall Diskless automati-
cally.
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» Select Data Processing if you want to use TOPSPIN for data processing.

e Customized setup (allows components selection) if you want to install
selected programs only. If you have selected the following window will

appear:

Product selection

Select the products pou want ta install
Use the SPACE bar or click the figld left to the product name.

d Acquisition Modules 2.1.b6

tomation Module 4.2.b
NMR-Sim 5.0.b: Experiment Simulatar 7 ME
[w| NMR-GLF B.0.b: Spectometer Validation Tool B ME
[ NMR-Guide 4.0.b: NMR Guide and Encyclopedia 111 MB
[w| NMR-DATA5.1: HMR Example Data Sets 245 M|

[ Auremol 2.2.1: nD Spectium Analysis L. Regensburg30 MB
] Perch 2007-0214: Shift prediction & Modeling Tools 13 MB
[ SBASE 1-1-2. Specha base 18MB
FLE®Im 9.2; FLEXIm netwark license manager 4 0B

Selectall Clear &l
< Back Newt> Cancel |

Sel ect the packages which you want to install (note that DiIskKLESS isonly
requiredif your PC controlsaspectrometer or you want to configureit e.g.
likethis:

TopPsPIN: Acquisition and Processing Modules
ICON-NMR: Automation Module

DiskLESS: CCU operating system

NMR-sIM: Experiment Simulator

NMR-GUIDE: NMR Guide and Encyclopedia
NMR-Data: NMR Example Data Sets

AURELIA-AMIX-Viewer: Viewer of 2D/3D/4D NMR data (requires
separate license)

NMR-GLP: Spectrometer Validation Tool (requires separate license)
Auremol: nD Spektrum Analysis Tool (requires separate license)
Perch: Shift prediction & Modeling (requires separate license)

b) Click Next

9. A window ’'Question’ will appear if Windows XP Service Pack 2 is installed
and enabled on your system. If you click Yes on the instalation configure the



Installing TOPSPIN 49

firewall  for you.

‘?’) WindowsxP Service Pack 2 is installed on your system,
g
If the firewal has not been disabled, it must be configured to enable spectrometer access.

The instalation can do this now, or an Administrator can do it any time later, running
CA\Bruker\TOPSPINZ, O\progibinUtiitiesViscelaneous'\setfirewal.crd

Shall the instalation configure the firewall for you now?

,1—a| =in I

10. A window ’'Select Components' will appear. You can either import no spec-
trometer configuration, or browse for a spectrometer configuration or select one

of the configurations you get offered within this window 2

Select 2 spactrometer configuration to import
[There is none in the cunent installation path.]

«+ o, T dont want to import 4 speciiometer ConhigLiaton

1 want to selsct another spectromster configuration to import
" spect in C:\BrukerTOPSPINT.3
" spect in C:ABuke\TOPSFINT.Z
" spect in C:ABuker=WIN-NMR

< Back Newt > Cancel |

The configurations that are shown in this picture are just an example. On your
PC thislist could look different.

¢ Click Next

1. Thefirewall must be configured to enable spectrometer access.
2. Theingtallation process will offer all configurationswhich are available in the ToPSPIN /
XWIN-NMR installation that are defined in the registry.
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11. A window ’Set NMR Super User’ will appear:
Set NMR Super, User E|

Please set the MMA Super User,

This can be a local account, or a domain account

if the: computer is mermber of & domain

Walid eyntax © User or PETZINUser or Domain'l)ser

|PETZInenrsu

< Back Next s Cancel

a) Do one of the following:
» Accept the default NMR Superuser (Administrator) or
« Enter aspecia user for this purpose, e.g. named nmrsu or
e Enter any other user

Under Windows the username must be the name of an existing user. If you
choose an NMR Superuser other than Administrator, and this user does not
exist yet:
* Pressthe keys CTRL+ESC (to open the Start menu)
« Install auser as described in chapter 9.
b) Click Next

12. A window 'Password Input’ will appear L (for more details see chapter 6.2):

Password Input

Please choose an NMR administration Password
[requested for commands like 'cf', ‘sxpinstal’ ete.)

Password:

Beenter Pazzmord.

Heb | Back | Nest Cancel

a) Do one of the following:

1. Certain commandslikecf and expi nst al | ask for the NMR ADMINISTRATION PASS-
WORD.
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* Typeinthe NMR ADMINISTRATION PASSWORD
* Re-enterinthe NMR ADMINISTRATION PASSWORD
b) Click Next — Theinstalation of TopspIN will start now.
« destination directory
¢) Click Next
13. A window ’Setup is complete’ will appear:

Setup Complete

(v s | want to restat my computer naw!

Mo, | will iestart my computer later

Remove any disks from their diives, and then click Finish to
complets setup.

You will be asked if you want to restart the computer:
a) Click Yes| want to restart my computer now
b) Click Finish (to reboot the computer)

14. After the PC has booted up, press the reset button on the CCU or turn it on with
the key if it was switched off. Don't forget to execute 'cf’ and ' expinstall’!

The following information is for the Customized setup:

« [tisstrongly recommended to accept the default path for the flexLM installa-
tion: '"C: \ fl exl m! If you choose a user defined path, it may cause some
problems with other applications using the FlexL M.

6.5 Installing TOPSPIN patches

Bruker BioSpin recommends installing the latest TOPSPIN patches available.

ToPspPI N patches are parts of TopsPi N which contain bug fixes. They are available
on the Bruker www pages. We recommend to install new patches whenever the
patchlevel on your system is older than the one on the WWW.

Perform the following steps:
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1. Click ontheicon Bruker Utilities on the desktop.

2. Click Miscellaneous — Patchlevel
Thiswill show you the patchlevel on your system.

or
3. In TopSpin click Help — Version Info

Now check if the Patchlevel on the Bruker BioSpin web server is higher than on
your system.

Download from WWW server:

1. Loginonacomputer which is connected to the internet
2. Open your web browser

3. Go to http://www.bruker-biospin.com/software_nmr.html
or

4. Go to http://iwww.bruker-biospin.com

5. Click on Service& Support - NMR — Software Downloads and select the
operating system and then the package you want to download

6.6 Configuring NFS Server

If your PC is controlling a spectrometer, you must configure NFS after the installa-
tion of the DISKLESS package (part of ToPsPIN). This configuration requires that
Hummingbird NFS Server isinstalled (see chapter 4.3). Once thisisinstalled, you
can mount any Windows directory from any UNIX host in your network (see chap-
ter 13.4.4). Basically this chapter finishes the installation started in chapter 4.3.

Note: The NFS Server is only required for Bruker AVANCE and Bruker AVANCE-
Il spectrometers. Bruker AVANCE-I1I spectrometers do not need the NFS Server.

For this configuration it is very important to turn the Simple File Sharing off:
1. Double-click My Computer on the desktop.
2. Click on Tools, select Folder Options.

3. Click the View tab, and then click to select the Use Simple File Sharing
(recommended) check box to enable Simple File Sharing (click to clear this
check box to disable this feature).


http://www.bruker-biospin.com
http://www.bruker-biospin.com/software_nmr.html
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1. Click Sart — All Programs — Accessories — Windows Explorer

2. Select the directory <TOPSPINHOM E>\Diskless and click with right mouse
button.

3. Select in the upcoming window the entry Properties
4. Choose the folder Security

5. You should see Full Control permissions for Everyone. Correct this if neces-
sary in the following way:

» Click Add

* A window Select Users, Computers, or Groups will pop up
» choosethe entry Everyonein the list Names

» Click Add

* Click OK

* Enableinthe’Permissions’ column’Allow’ Full Control
* Click OK

* In most cases especially if your PC controls a spectrometer some error mes-
sages could appear. A quegtion if you really want do change the permissions
in al the subdirectories of Diskless may aso occur. You can click OK in al
these windows

6.6.1 Configuring NFS Server 7.1

If you have NFS Server 7.1, proceed as follows:

1. Create the user
 'diskless user_sys (with’account isdisabled’)
and the groups (with no members)
» ’diskless group_root’
» ’diskless group_other’
» ’diskless group_sys

1. Creation and configuration of the necessary user and groups are most convenient if it is done
in the user management tool of the management console and not in the user management of
the control panel. For starting the management console click right on ’My computer’ and
choose 'manage’. A new window appears where you can choose 'loca usersand groups'.
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2. Click Start — Control Panel
3. Thewindow ’Control Panel’ will appear:

* Double-click theicon Hummingbird NFS Server
4. A window 'NFS Maestro Server’ will appear:

a) Click the Exported File Systemstab

NES Maestro Server Configuration Elﬁl

General] Mame Mapping  Exported File Systems ] Exported Frinters }

List of Exported File Systerns

Exported File System

|C “BrukerDisklessholients\spect |7 web [ ReadOnly [ Lower Case
V¥ Restrict Access to Hosts
[ | ¥
spect
¥ Al

[ Use P Addess for Secure Access

T
Security.. | Eermissions...| Inzert ‘ Bemove |

QK. | Cancel ‘ Apply | Help |

* Inthefield Exported File System: browse for the location of the DISK-
LESS package (e.g.: C: \ Bruker\ Di skl ess\cli ents\spect)

Important: the Uppercase lettersin this path are necessary!
» Select the Allow Access for Root User

» Select Restrict Accessto Hosts, enter spect in the field below and click
Add — the name spect will appear in the list ' Restricted Accessto Hosts

e Click Insert — "spect’ appearsin’'Lists of Exported File Systems
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b) Click the Name Mapping tab

MFS Maestro Server Configuration @El

General Mame Mapping ] Exported File Syslems} Exparted Pr\nters}

Uszer Mame <-» UID Mappings
Ussr Hame: Administrator

diskless_user_sys
S |

Uszer Mame for Mon-tapped Access:

Group Mame <-> GID Mappings
Group Mame: diskless_group_other 1

diskless_group_root o
Administrators - diskless_group_svs 3
GID:
=] e
Group Name for Non-Mapped Access:

Load Names from:
WWAPOLLOM .| FReload Names

o

E spoirt Import

oK I Cancel | Apply | Help |

« Click the arrow to the right of the field Load Names from and select the
local hostname, e.g. \MYHOST

» Click Reload Names
* Adding a User mapping
* Inthefield User Name select the user Administrator
* Inthefield below, that iscalled 'UID’ typein’0’
e Click Insert
e Inthefield User Name select diskless user_sys.
* Inthefield below, that iscalled 'UID’ typein’2’
e Click Insert
* Adding a Group mapping
e Select the Group Name using the arrow button in the field below it,
typein the GID and click I nsert
« Map the group diskless _group_root as group with GID 0
* Map the group diskless _group_other asgroup with GID 1
« Map the group diskless_group_sys as group with GID 3
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¢) Click the General tab

MFS Maestro Server Configuration

General ] Mame Mapping ] Exported File Spstems ] Exported Printers ]

Mapping
Source Map Permissions Existing Mapping
o M Users " NTFS Style [ Ovemnwrite
1O ;LDCaIE\Ieé ¥ Groups = UNE= Style ™ Clear First
[~ AddMachine || [~ Check ACL
UMIx Pazsword File: Directory Services

| Current Type:

PCNFSD DHS
UMIE Group File:
| » Properties..

File Dpen Timeout 30 J;I second(s) [ POSIX Semantics

[ Maotity Directory Changes
Directory Open Timeout (B0 = secondls) [~ Disable Lock Daemon
Process Prioiity 50 Q [ Allow Change Dwner

r

Server Status..

’Tl Cancel | Help
e Click Server Satus
d) A window 'NFS Maestro Server Satus’ will appear:

57 NFS Maestro Server Status

NFS Reguests | Lack, Mount, PCNFSD, Exparts, Locked Files |

NFS Version 2 Requests NFS Version 3 Requests NFS Wersion 4 Requests
Frocedwe | Tolal | Faied Frocedwe |  Totl | Faied Frocedure Total Faled _~
Wl [ [ Nul 0 0 Wl ] [
Gt 2 ] GetAttr 0 0 Aeress ] ]
Sethttr [ 0 Sethtr 0 0 Close i 0
Floct 0 0 Lackup 0 0 Commit i 0
Loakup 1 1 Access 0 0 Cieale 0 1
ReadLink ] ] FieadLink 0 0 Delegpuige ] ]
Read 0 0 Read 0 0 Delearstum i 0
WileCache 0 0 ite 0 0 Getttr i 0
wiite 1 1 Creale 0 0 Getth 0 1
Cieale ] ] M 0 0 Link ] ]
Remove 0 0 Symiink 0 0 Lock i 0
Rename 0 0 Mknod 0 0 Lockt i 0
Link 1 1 Fiemave 0 0 Locku 0 1
Symlink ] ] Fimd 0 0 Lackup ] ]
Mk 0 0 Rename 0 0 Lockupp i 0
Fimdi 0 0 Link 0 0 Nuerity i 0
ReadDir 1 1 FieadDir 0 0 Open 0 1
Siatfs b b FieadDiiFlus 0 0 Openalr ] ]

Fsstat 0 0 OpenConim i 0

Miscellaneous FSirfo i 0 OperDown i 0

Fatheanf 0 0 Pulfh 0 1

Frosedue | Toal | Commit 0 0 Putpublh ] ]

" Putraatth i 0
Cache Hiis [ Fosd 1 1
Ops/Sec o ReadDi i 0

Ptk 00
< »
Config | Refresh [ [[ Rlesst oK. Help

e Click Reload Exports
» Click OK

5. In the window 'NFSMaestro Server Configuration’ — Click OK
6. If amessage about the owner and permissions of spect appears:
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* Click Yes
e A window 'Permissions’ will appear:

e Select User: 'Administrator’ and enable Read, Write and Execute per-
missions for this user

» Select Group: 'diskless group_root’ and enable Read, Write and Execute
permissions for this group

» Besurethat also’other’ has Read, Write and Execute permissions
» Click Recursive — Click OK
7. Close the window 'Control Panel’ by clicking the X button.

6.7 Adding a user to the group NmrUser

Every user who wants to run TopsPIN must be member of the group NmrUser.
- Adding usersto this group is described in chapter 9.1.3.

6.8 Check if the TopPsPIN installation is correct

Double click the TopsPIN-icon

o

TOPSPIN

If you have an valid license you will get this screen:

# TOPSPIN 2.0 H=1E3)

PR : Pat:h to prog : ''C: /Bl"llk »/TOPSPINZ B/ prog"” -
: : “C:/Bruker-TOPSPINZ B exp" =
r/TOPSPINZ B/conf""

: waitil
FR : 'A' our FLEX1lm license is ual d until 18-oct-2820

and TopsPIN will start.

Unless you aready have alicense you will get e.g. this screen (for further details
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see chapter 7.2):
i TOPSPIN z 0 =1 E3|
PR = pr = "C:/Bruker/TOPSPIN "
CPR = Path to exp H "C'/Bruker/IOPSPIN I—
CPR : Path to conf = "C:/Bruker/TOPSPIN:
CPR : waiting for FLEX1m license

lc_set_attr{LM_A_LICENSE_FILE_PTR,083638CB> failed : Cannot find license file ~
The license files <or server netuwork addresses) attempted are
listed below. Use LM_LICENSE_FILE to use a different license file,
or contact your software provider for a license file.
License path: C:“\flexlm“\Bruker\licenses\license.dat:c:/flexlm/Bruker -
/licenses/license.dat
FLEX1m error: -1,212. System Error:
For further 1nful~mat10n refer to the FLEHlm End User Manual,
availahle "www . macrovision.com"
CPR : No TOPSPIN licence—file installed !
Please install FLEX1m from the TOPSPIN release CD
and insert the password in the file "C:\flexIm\Bruker:licenses“\license.dat
scisflexIn/Bruker/licenses/license.dat
according to the TOPSPIN Installation Guide.

The FLEK1m host ID of this machine is 00B40effffff
If your workstation controls the spectrometer,

you may run the program without password.

This requires the acquisition server to he ready.

CPR : checking connection to spectrometer ¢ may last a minute )
CPR : no spectrometer service license available.

T E

Hit ENTER to continue ..

6.9 Compiling AU programs

6.9.1

TopspPIN only needs a compiler for the compilation of AU programs. If you do not
use AU programs, you do not need a compiler!

TopsPIN is delivered with the free GNU gcc compiler 1

It isinstalled automatically during installation of TOPSPIN.

Problemswith the default GNU compiler

Generally, the GNU compiler works properly with TopspIN. However, if you have
asecond copy of cygwi nl. dl |, apart from the one delivered with ToPSPIN, you
might run into problems. If this happens you will get the following error message:

You have multiple copies of cygwinl.dll on your system.

Search for cygwinl.dll using the Windows Sart - > Find/Search facility and de-
lete all but the most recent version. The most recent version *should* reside in
x:\cygwin\bin, where ‘X' is the drive on which you have installed the cygwin dis-
tribution

If you have a problem like this you can remove the second copy of

1. If you like to work with the 'vi’ in Bruker’s GNU shell, it is necessary to start it with the com-
mand 'vim' in this version of the GNU package.
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6.10

cygwi nl. dl I (nottheone delivered with TOPSPIN).

The usage of the NMR-GUIDE

6.10.1

NMR-GUIDE 4.1 that comes with TOPSPIN 2.1 uses an own web server and the Top-
SPIN internal java package. Therefore it is not necessary anymore to have these
packages installed/configured separately!

Requirementsfor NMR Guide 4.1

The using of NMR-GUIDE 4.1 requires the installation of ToPSPIN 2.1. Also be
sure that the following components are installed:

1. Web browser Microsoft Internet Explorer
2. PDF viewer

NMR-GUIDE offers among other things a lot of PDF documents. To display
these documentsiit is necessary to install the acrobat reader. For an installation
description see chapter 5.1

3. NMR-GUIDE license (contact license@bruker.de for a three month demo license
or order a officia license from your local Bruker representative). Note that the
NMR-GUIDE license is already part of afull or demo ToPSPI N 2.1 license.

The Microsoft Internet Explorer is an official part of the operating system Micro-
soft Windows XP. The WWW browser gets documents from the locally installed
WWW server. The client - server communication is established over a network
socket connection, but the communication partners only use the localhost TCP/IP
host identifier. These pages are shown in the right-hand side window of the
browser.

The WWW browser also gets dynamically created pages from the localhost. These
workstation specific pages are coming from agserver. Thisis aplatform independ-
ent Java web server written by Bruker BioSpin and acts as a daemon running on
the locally installed JAVA virtual machine. The gserver is included in the NMR
Guide& Encyclopedia package. The table of contentsis generated dynamically and
displayed in the left-hand side window of the browser.

ToPSPI N commands can be invoked from the WWW browser. This processis aso
managed by the gserver. The gserver is an essential component of the NMR
Guide& Encyclopedia and requires an NMR-GUIDE license.
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6.10.2 Java Requirementsfor NMR-GUIDE 4.1

For using NMR-GUIDE 4.1 that comes with the TopsPIN 2.1 version it is not neces-
sary to ingtall/configure a special Java package. NMR-GUIDE uses the TOPSPIN
internal Java package that is automatically installed and configured during installa-
tion of TopSpin.

6.10.3 Working with the NMR-GUIDE
In order to work with the NMR-GUIDE, the following procedure must be followed.
e Start up of the NMR-GUIDE
1. Start TopspiN and enter the command: ghel p
2. or enter the command (this allowsto start a search within NMR-GUIDE:

hel p

3. or select from the Help pull-down menu of TOPSPIN the entry:
NMR-GUIDE

Your standard web browser will automatically starts and shows the page:

23 N0t i aliuse 1200 g inches. Wl - Mk reas dries el Leplessy = e

=Gy :lopedia

6.10.4 Configuration of Internet Explorer for the NMR-GUIDE
1. Click Sart — All Programs — Internet Explorer
2. A window Microsoft Internet Explorer will appear
3. Click on Tools — Internet Options — Advanced
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4. Ensure that the following Settings are enabled:

» Javaconsole enabled (requires restart)

« Javalogging enabled

e JIT compiler for virtual machine enabled (requires restart)
5. Restart your computer






Chapter 7

The TopPsPIN license

7.1 Questions and answer s about the TopsPIN license

1. Which programs need a license?

TopsPIN, TOPSPIN PLOT EDITOR, NMR-SIM and NMR-GUIDE need a license.
However, if you order alicense for TOPSPIN, you automatically get alicense for
al four programs.

If you do not have alicense for TOPSPIN, it will start up in an emergency mode
if your PC is connected to a spectrometer. However, NMR-sIM and NMR-GUIDE
will not run without avalid license.

ICON-NMR is always used in connection with TopsPIN and does not need an in-
dividua license.

GLP, AmIX, AURELIA, Auremol, MAXENT, PARAVISION and Perch do need
alicense which must be ordered for each program separately.

2. Which license types are available and what programs may be run with each?

There are six different license types, details of each are given in the following
table. For more information please refer to the Bruker license order form in the
help menu of ToPsPIN or on the web server:

https://www.br uker-biospin.com/nmr_license_requests.html
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or contact your local Bruker BioSpin representative.

Licensetype Contents
Acquisition, Processing, Automation (ICON-NMR),
Eul Plotting, Experiment Simulation and NMR-GUIDE
u

license period: 15 years
no restrictions
Acquisition, Processing, Automation (ICON-NMR),
o Plotting, Experiment Simulation and NMR-GUIDE
Additiona . -
license period: 15 years
one Full license has to be available
Acquisition, Processing, Automation (ICON-NMR),
Plotting, Simulation and NMR-GUIDE
license period: 3 months
Node locked, uncounted, free of charge
Processing and Plotting
Processing-Only license period: 15 years
no Acquisition, no NMR-SIM, N0 NMR-GUIDE
Viewing and Plotting
Presenter license period: 15 years
no Processing, no NMR-SIM, no NMR-GUIDE
NMR-siM and restricted Processing and Plotting
license period: 15 years

Demo

Teaching TopSpin can only process datasets that are older than 4 weeks or
datasets created by NMR-sIM. One TopSpin-plot session (without port-
folio editor) can be started, Node locked, count 1.
Special license for extending TopspIN with own functionalities.
Allows viewing of data.
Developer

license period: unlimited
no Processing, no Plotting, no NMR-sIM, no NMR-GUIDE, free of charge

3. What kind of licenses do | need?

If you want to use TOPSPIN 2.x you need a FEATURE line’ TOPSPINZ2' in your
i cense. dat file. If you have ' TOPSPIN1' you can only start TOPSPIN 1.X
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and with’ XWINNMR3' you can only start XWIN-NMR 3.X.

If more than one license is available, as many copies of the program as are cov-
ered by the license can be started simultaneously.

4. Which licensing programis used for TOPSPIN?

The FlexIm license manager is used and is delivered on the TopsPIN DV D. The
FlexIm package occupies about 3 MByte of disk space. It containsthe’'Imgr’ li-
cense manager, the 'Imutil’ program, Help files and example |l i cense. dat
file.

5. What are the requirements for the Flexim to function:

« your PC must have an Ethernet card

« thenetwork (TCP/IP) must beinstalled

» thenetwork Service’NetBIOS Interface’ must beinstalled
6. What isa Floating license?

Floating licenses are licenses that are avail able for more than one computer in a
network. Floating licenses are issued based on the Host-1D of one particular
computer. This computer becomes the "license server". All computers that can
communicate with this "license server" computer can use the licenses managed
by this computer. For this to work, the same license file must be installed on al
participating computers, including the "license server". The FlexIm license man-
ager software must only run on the "license server" computer.

A Floating license can have just one license for a program like TOPSPIN. In such
a case, the respective program can be started once on one computer in the net-
work. If morethan onelicenseis available, as many copies of the program asare
covered by the license can be started simultaneoudy. For example, if you have
alicense file with 5 licenses for ToPSPIN, TOPSPIN can be started 5 times from
any 5 computersin the network.

The number of licensesis stated in the FEATURE for the respective program.
7. What is the difference between 1-Server / 3-Server Licenses?

Floating licenses can be ordered as 1-server or 3-server licenses. In a 1-server
license you have only one license server, and in a 3-server license there are three
license servers defined in the licensefile.

» The advantage of a 1-server license is that it is only necessary to have one
computer active at atime to make the license available.
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8.

10.

* The advantage of a 3-server license is that any of the three license servers
can be inactive and the license management is then done by the remaining
two servers.

« Onerequirement for the three license serversisthat all of them have TCP/IP
active.

» The operating system on the three computers can be the same or can be dif-
ferent (Linux, Windows).

What is a Node Locked license?

A node-locked license allows you to start the respective program only on the
computer with the Host-1D for which that license was generated. Typically, this
licenseformisused for Demo and Teaching licenses. No other computer can use
the license in the way described above for floating licenses.

How do | know if my license is Floating or Node L ocked?

You can recognize this from the syntax of the license FEATURES in thel i -
cense. dat file:

on PC:

c:\flexl m bruker\licenses/|icense. dat

on Linux:

fusr/local/flexln Bruker/licenses/|icense. dat

If the entry "HOSTID=" appears after the encrypted password, the license is
Node locked and can only be used on the local PC.

FEATURE TOPSPIN2 bruker_|s 0.0 18-oct-2020 3 2BO9E60C19A3C2D4FODFC \
HOSTID=001125323f2b vendor_info=" for hostid(s) : 001125323f2b" ISSUER=...

— Node locked license for three parallel sessions of ToPsPIN that can be
started on the local PC

FEATURE TOPSPIN2 bruker_Is 0.0 18-0ct-2020 3 2BO9E60C19A3C2D4FODFC \
vendor_info=" for hostid(s) : 001125323f2b" ISSUER=...

— Floating license for three parallel sessionsof TOPSPIN that can be start-
ed on every PC in the loca network

If I have a Floating license and | have a dual-boot PC (e.g Windows XP and
Linux), can | use the license on both operating systems?

Yes, the license is based on the physical address of the Ethernet card and not on
the operating system. Copy the licensefilel i cense. dat to:
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11

12.

13.

14.

15.

16.

17.

18.

19.

Windows:
c:\flexl M Bruker\licenses\l|icense. dat
Linux:
fusr/local/flexlmBruker/licenses/|icense. dat
How can | determine the hostid of my PC?
See chapter 7.2.1.
How do | install alicense (full or demo) on my PC?
See chapter 7.2.
Does a Demo license require SERVER/DAEMON linesinl i cense. dat ?

No, aDemo license is Node Locked and therefore only requires FEATURE lines.
If SERVER and/or DAEMON lines exist, they are ignored.

| have a Floating license. Must the file | i cense. dat be identical on all
hosts, server and clients?

Yes, youcaningall | i cense. dat onthe server and then copy it to all clients.
Must the FlexIm license manager run on all hosts in the network?

No, it only needs to run on the license server. If the license manager a'so runs on
alicense client, thisis simply ignored.

Must the Flexim license manager run on a host with a Demo license?

No, it only needsto run on the server for Counted licenses.

What can | do if TopsPIN does not start after | installed the license?

See chapter 15.

How isit possible that TopspPIN starts even though | do not have a license?

If you do not have alicense for TOPSPIN, it will start up in an emergency mode
if your PC isconnected to a spectrometer. Also one TOPSPIN PLOT EDITOR ses-
sion (without portfolio editor) can be started from within TopsPIN. However,
NMR-siM and NMR-GUIDE will not run without avalid license.

What can | do if TorspIN cannot find the license.dat file?

a) Openthe WindowsExplorer and go to <FI ex| m Hone>\ Br uker\ —
Double-click | nt ool s. exe
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A window 'LMTOOLS' appears.

LMTOOLS by Macrovision Corporation http:/fiwww.macrovision.com
File Edit Mode Help

Services allow FLEXLM Servers bo run in the background
Server List

" Configuration using License File

@ Configuration using Services

Service/Licerse File | Gystem Settings | Utiities | Stant/Stop/Reread | Server Status | Server Diags | Config Services | Bormowing |

File Edit Mode Help

Flexlm license Services installed on this computer

Stark Server ‘ Stop Server ReRead License File

- ] (o S Sttt
#dvanoed sotings >> NOTE: This b st be checked to shut dawn a licanse server

when licenses are borrowed,

Service/License File | System Settings | Utiities | Stait/STop/Heiead | sewver Status | Server Disgs | Config Services | Barrowing |

CEIX)

‘Us\ng License File: CiuleximiBrukerlicensesilicense dat

c) Click Stop Server — Click Start Server — Click ReRead License file —

Click OK

d) Closethewindow’'LMTOOLS by clicking the X button.
20. What can | do if TopspIN cannot find the license server?

Please try to restart the license server:

a) Open the Management Console;
My Computer -> right click Manage

b) A window will appear:

Right click Bruker FLEXIm License Server -> right click Properties
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¢) A window will appear:
If the Service statusis’ Started’ click Sop -> wait and then click Sart again
If the Service statusis’ Stopped’ click Sart

7.2 Ordering and installing the TopsPIN license

You can order alicense from Bruker BioSpin Germany. Demo licenses are free of
charge.For licenses you must specify:

« thehostid of your PC (see chapter 7.2.1)
« theprogram for which you want to get alicense, e.g. TOPSPIN
» thetype of license (full, demo, processing-only, presentation or teaching)

e the number of licenses and your order number (not necessary for demo
license)

Licenses can be ordered from the Bruker BioSpin web pages.
https://www.br uker-biospin.com/nmr_license_requests.html

7.2.1How do | determinethe correct hostid

The hostid is a 12-digit hexadecimal number. It is the physical address (also called
Mac address or Node address) of the Ethernet card. After installing TOPSPIN,
including the FlexIm license manager, you can determine the hostid in two ways:

« Start TopPsPIN; a command prompt will pop up, which will list the hostid, if a
correct licenceis not yet installed.

« Click the Bruker Utilitiesicon on the desktop, then click Miscellaneous —

get_hostid
e Open aCommand Prompt and typein:
c:\flexI M Bruker\lmutil | nhostid

Under Windows XP it is possible to get more than one hostid. Just select
one of them to order the license.
Some hostid values may indicate problems:

a) If hostid 2" occurs. You may run Windows X P and your network-adapters
are disabled.
Click Sart — Control Panel — Network Connections


https://www.bruker-biospin.de/NMR/nmrsoftw/licenses/index.html
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Right-click all Local Area Connection xxx -items and there
click Enable (if it is visible)
b) If hostid 'O’ or ’ffffffff’ occurs. You may run Windows XP and your net-
work-adapter has no link to the network.
Establish an link to the network or install the
NW i nk | PX/ SPX/ Net Bl OS Conpati bl e Transport Proto-
col :
Click Sart — Control Panel — Network Connections
Right-click Local Area Connection xxx
Click Properties — Install... — Protocol — Add
The Sel ect Networ k Prot ocol -menu will appear after some seconds.
Click NWlink ... » OK
After some seconds the Properties-menu will reappear: Click Close
See dso
C:\fl exl m Bruker\hel p\ I ndex. htm
for FlexLM-related problems
7.2.2 Installing a Demo license
A Demo license can be ingtalled as follows:
1. LoginasAdministrator
2. Install the FlexIm license manager as described in chapter 6.4.
3. Open aCommand Prompt and enter:
e cd /d c:\flexl MBruker\licenses
e notepad license. dat
enter the FEATURE lines, save and exit the file
You can also install the license file from the Explorer. We have chosen the Com-
mand Prompt because the Explorer might add the (perhaps hidden) extension
.t xt tothefilel i cense. dat which makes it unusable (see chapter 16.1.3).
7.2.3 Ingtalling a full license on alicense server

The FlexIm license manager must always be installed and run as an Windows XP
service on the license server. It is delivered on the TopspiN DVD and can be
installed as described in chapter 6.4. The FlexIm is automatically installed as a
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Windows XP Service which is then automatically started.

On the license server, the file license.dat must contain a SERVER line, a DAE-
MON line and FEATURE lines. An example would be:

SERVER petzi 001125323f2b 1700
DAEMON bruker_Is c:\flexim\Bruker\bruker_Is.exe

FEATURE TOPSPIN2 bruker_Is 0.0 18-0ct-2020 3 2BO9E60C19A3C2D4FODFC \
vendor_info=" for hostid(s) : 001125323f2b" 1SSUER=0002b39766ed

FEATURE TOPSPIN_1D bruker_ls 0.0 18-oct-2020 3 2B5E00712DB1321F2DDE\
vendor_info=" for hostid(s) : 001125323f2b" 1SSUER=0002b39766ed

FEATURE TOPSPIN_2D bruker_|ls 0.0 18-oct-2020 3 6B7E009107D129E4DA95 \
vendor_info=" for hostid(s) : 001125323f2b" 1SSUER=0002b39766ed

FEATURE XWINPLOT bruker_Is 0.0 18-oct-2020 3 9B5E909100892E5F8A 76\
vendor_info=" for hostid(s) : 001125323f2b" 1SSUER=0002b39766ed

FEATURE TOPSPIN_ACQU bruker_Is 0.0 18-oct-2020 3 EBFE503139CA9BE6A 280 \
vendor_info=" for hostid(s) : 001125323f2b" 1SSUER=0002b39766ed

FEATURE NMRSIM bruker_Is 0.0 18-oct-2020 3 ABFEAOF14EAFD5A666EC \
vendor_info=" for hostid(s) : 001125323f2b" 1SSUER=0002b39766ed

FEATURE NMRCHECK bruker_Is 0.0 18-oct-2020 3 7B5SED001633AAAB4D12F \
vendor_info=" for hostid(s) : 001125323f2b" 1SSUER=0002b39766ed

FEATURE NMRGUIDE bruker_ls 0.0 18-oct-2020 3 7B7E30D13BDB911F3533 \
vendor_info=" for hostid(s) : 001125323f2b" 1SSUER=0002b39766ed

where petzi is the hostname and 001125323f2b the hostid of the computer. Note
that the second part of the FEATURE lines, the vendor_info, does not necessarily
exist. In that case a FEATURE line would look like:

FEATURE TOPSPIN2 bruker_Is 0.0 18-0ct-2020 3 2B9E60C19A3C2D4FODFC""
To inform FlexIm about the new license proceed as follows:

1. Open the Windows Explorer and go to <FI ex| m Hone>\ Br uker\ —
Double-click | nt ool s. exe

2. A window 'LMTOOLS appears. Click the Sart/Stop/Reread tab — Click
Sop Server — Click Start Server — Click ReRead Licensefile — Click OK

3. Close the window 'LMTOOLS by clicking the X button.

Installing a full license on a license client

On alicense client, license can be installed in two different ways, as described for
a Demo license chapter 7.2.2. The only difference is that you do not have to setup
anew filel i cense. dat . You can just copy it from the license server which can
be another PC (see question 10 in chapter 7.1).
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7.2.5 Modifying the licensefile
To inform FlexIm about the new license proceed as follows:

1. Open the Windows Explorer and go to <FI ex| m Hone>\ Br uker\ —
Double-click | nt ool s. exe

2. A window 'LMTOOLS appears. Click the Sart/Stop/Reread tab — Click
Sop Server — Click Start Server — Click ReRead Licensefile — Click OK

3. Close the window 'LMTOOLS by clicking the X button.

7.2.6 Further information
For more information on the FlexIm license manager:
Click Sart - run enterc: \ f | ex] ml Br uker \ hel p\i ndex. ht mclick OK
If TOPSPIN does not start after installing the license, please check chapter 15.
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Configuration of TOPSPIN

The idea of this chapter is to give you some guidelines to full spectrometer or
workstation configuration. We do not discuss the commands in detail here. For a
full description refer to the TopspIN manual.

8.1 Configuring TOPSPIN

There are two ways to start TOPSPIN:
1. Click theicon TopspPIN on the desktop
2. Click Start — All Programs — Bruker TOPSPIN — TOPSPIN<vVers.>

After thefirst startup of TopsPIN awindow ’License’ will appear:

73



74 Configuration of TOPSPIN

Flle Edit Search
1accept || cance |

=5 read and accept icenss

f you dont agree, press Gancel The program will iEnminate in this case
1 pRUKER BIOSPIN CORPORATION A
2 |15 Furtune Drive

Billerica WA 01821
07 667 9540

ight fLicense

SOFTMAKE LICENSE AGREFMENT
THIS AGREFMENT {(hereafior *ASEEEMEWT®) BETWEEW THE CUSTOMER FXECUTING THIS
AGREEMENT BELOW (' you') AND BRUKER DIOSPIN CORPORATION (hereafter *DRUKER®).

W

LICENSE AGREEMENT,
' subject to the provisions contained herein, DRUKER hexeby grants to you a royalty-

14 | free, 15 yur worldwide, revacable, nan-excluosiee license to use the proprictary software (the 'SOFTWARE'] a

15 ( ) @ e hy URUKER. As descrilied helow, your use of the

a) Pleaseread the License Agreement for TOPSPIN!

b) When you have finished reading the License Agreement for TopPsPIN and
you can confirm the agreement click on | accept.

After thewindow 'License’ awindow ’configuration check’ appears:

Caution

"Expinstall" is not executed for this installation yet!

Some functions of the program will not work correctly until " expinstall”
has been executed

For spectrometer control press "Cf to execute "cf* first,

for datastation press "Expinstall” to execute "expinstall® or press
"Cancel" to ignore this message and execute "of' or "expinstall” later

[] Do not show this message again

Cr Expinstall Cancel

Please configure the software (depends on the hardware of your spectrometer). If
you do this, you are mainly in one of the four following situations:

* You havejust installed the software in anew directory and the old spectrom-
eter configuration of the software is still known to the new version — go to
chapter 8.1.1

* You want to configure a only-processing-PC like your spectrometer-PC, so
you have the spectrometer configuration on another computer — go to chap-
ter 8.1.2

* You have to configure the software on a new hard disk without a backup of

the spectrometer configuration, so you have no configuration files anymore
— goto chapter 8.1.4
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* You have anew spectrometer hardware component, so you have no configu-
ration file so far — go to chapter 8.1.5

If you would like to take over the configuration of an existing XwIN-NMR/TOPSPIN
into TopsPIN 2.1 please check chapter 8.2.

8.1.1 If your PC controls a spectrometer:

1. Besurethat the spectrometer is booted (see chapter 6.6 and 15)
2. Open adataset
* Typenewand create anew dataset.
* You can also select adataset (e.g. exanild_1h) acquired with another Top-
SPIN Or XWIN-NMR version.
3. Enter cf (The command cf now configures the software according to the
hardware of your spectrometer):

a) A window will appear:
Password request. Please enter the NVR adninistration
passwor d

Typein the NMR ADMINISTRATION PASSWORD. Click OK.

b) A window will appear:.
o X]

Spectrometer configuration (Cf)

Configure the hardware of your spectrometer or create a configuration for @ datastation.

Active configuration; "spect”

Awvallable spectrometer configurations

A Configuration Spectrometer type Frequency [MHz) Type
Eruker_default_avs00 Avance-Ay 500 500,13 Datastation
Bruker_default_avancell300 Avance I+ 300 300.13 Datastation

Select one of the available configurations or create a new spectrometer configuration!

Press "Edit' to modify or use an existing configuration (e.g. If you want to add new hardware
or if you want to use the configuration from a previous TopSpin version)

Press "New" to create a new spectrometer configuration from scratch
>

Mew Edit Cancel
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Most likely you will select an existing configuration and press "Edit" to
confirm this configuration.

¢) A window will appear:

The selected configuration is displayed. Choose if would to configure it
asaspectrometer or datastation. Choose the type of your spectrometer e.g.
AVANCE — ENTER. Check or type in the 1H frequency of the magnet
e. g.500. 13 — ENTER. Usethe debug mode only in a case of trouble-

< I8 3
~
Ediit conmguration:
Configuration
Configuration name spect
Spectrometer ®
Datastation O

1H freguency of magnet [MHz] 200.13

Cebug

Use debug module r

~

I < Previous H Mext > H Cancel I

d) If this’mod hconfserver’ information window appears:

« your spectrometer has not a BSMS rack with ECLB board: you may
ignore this warning — ENTER. Nevertheless please check the Con-
figuration summary (uxnnt . i nf o file) if al unitsare listed.

« your spectrometer hasaBSM S rack with ECL B board: please check if
the DHCP server is running. If you are able to start the DHCP server
— ENTER. If you cannot start the Bruker DHCP service please see

chapter 15.6.

Warning: cannot contact DHCP server for the spectrometer subnet:

dhepetl_connectthost: 127.0.0.1, port : 7811): cannot contact DHCP server (connection refused)
- check if the DHCP server is running at all.

- check if the DHCP server is running on the correct ethernet port

Try to continue - if all works you may ignore this warning
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e) A window will appear:
Check if the tty-numbers of the hardware components are set correctly.

Epecify the chsnnel 10 which extemal deates are comnected -

R5-232/408 channets for external devices

HPPR Preampaner 1 syl -
ACH Ampitier Conrol Board o -
BIME Sman Magnet Contral Srtem moz w
Lotk Signat moa -
LE-NMR Software HyStar moy =
WL Mariable Temperature Lng s 2
Gragient Temperature Unit (BCU.20) | g, -
MAS Prieumatic Control Unit no v
BACS Bruker Automabe Changer ty0d v
Barcode Printer na -
Cryn Cantrober no v
HPCL High Powis Conteol Lint na -
4 Phase Motulator no -
PreemphasiaGradient Unit no -
st Gragdient Supenastr o v
Gramend Power Supply Control Unil |ng -
Fradio Freguency Supenisor na -

Lockswich

Lockuwtich g -

[serevous | [ea> | [gance |

« A window for additional configuration will appear:

Aduigianal configuraten

Security configuration

Enabie peak power check (POWCHK) [

Sanmpie CRANger confiqurasan

Shauld thee sampse changer control the it =2

Deslary bebwetn X and nest command s} [ 15

BACS options

Fast SampleRall mode

» Choose the option if you need this security options.
Enabl e peak power check (POACHK): (yes/no)
« |If you have a sample changer, please select:
Shoul d t he Sanpl e Changer control the Lift: (yes/no)

The answer depends on how the air flow is connected, normally you
will answer: yes

Del ay between SX and next command [sec]?

Typein the length of thedelay e. 9. 10 — ENTER
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f) Thenucl ei -t abl e appear.

Eot ruckel tache {setete or MOGS vanses |
ot i £:30) BSOS Labln e (e commmand nonws

| acaras || pone || Desete ||

B

160 461479

Check if the frequency of the nuclei are set correctly and click Save (If
in doubt click Rest or e then click Save)

g) A window ’Edit spectrometer configuration will appear:
Check if the preamplifier connections are set correctly and click Save..

[ £ it Spoctromatar Paramatar

frequency

BF1 00
SFO1 00

OFS1 |00

BF2 00
SFO2 0.0

OFS52 | 0.0
BFZ 00
SFO3 0.0
OFS3 | 0.0

MHZ
MHE
Hz

Iagical channel

NUC1

NUCE

Recehver routing
3 show routing
) hide routing

amplifier

[[=eur | [x1s0w |

HE0W

SGU2

preampifier

Hina |

MEE19F IHE

2H

[(save | [ Clearcable

| [(Beram | [ cencel |

h) The results of cf appearsin atext window. Check thislist carefully and
compare the result with an list from an earlier configuration (if available)
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click Pri nt and store the paper output with your other spectrometer
documentation, then click Next . .

=[] 3]

Canfguration summary (Lxnmr infa)

CONF ISURATION INFORMATION *
Date t Fri Pec 17 13:34:33 1004
Pelease : TopSpin Acquisition Version ta_ 1 3.b.13pl-0
Hoatk : APOLLON Windows 5.1
Usee : mmeau
System : Avanoe spectrometer
IN-frequency = 500,13 M
infes by b iemslf
#

¥ PCO configuraticn:
P el
board # 1 1
MEMORY Ox7{000 (=127 k Worda)
PAL-Veraion Ox100 = PEU-3 vecaion
boned # 2 2
MEMORY 071000 (=137 k words)
PAL-Version Ox100 = PeU-3 version
boacd # 3
MEMORY Ox7£000 (=127 k Wards)
FAL~Version Ox104 = new version (EC level 07 or more)
boacd # 4 :
MEMORY OxT£000 (®127 k Words)

PAL~Veraion Ox104 * new veraion (EC level 07 or more)

»
[ <previous ][ ne> [ cancer ][ prnt |

I If during’cf’ an error message occursthat invitesyou to do afirmware
n update see chapter 8.6

After finishing cf window ’Additional configuration programs will appear
showing alist of configuration steps. .

Agdrional configurstion programs:

Canfig

Instalttion of standand experiments Expinatal |
GofvEnt tatle sep Eagan

Prote tanle sehip [ Eanesa |
Sohent dupendent parimeter o8 [ Eogrosal |
Lotk parameter sstup [ emom |
Spectrometer parameters sefup | _ Edscon |

2

[ <previous | [Emisn> | [ concat |

Accept the default selection and click on the buttons (You will be asked for the
NMR ADMINISTRATION PASSWORD a couple of times):

e Continuewith expi nst al |
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a) Typeinthe NMR ADMINISTRATION PASSWORD and OK

E‘ Password request

Flease enter the NWIR administration
password:

|
b) Click Next if you either have no modified Bruker BioSpin-Parameterfiles

[ Experiment installation and AU compilation 3]

Expinstall

Expinstall installs pulse programs, AU programs,

parameter sets and various other resources for spectrometer
or datastation usage. It must be performed once after the
installation of TOPSPIN. Faor spectrometer control do cf first.
For a customized datastation configuration copy your
spectrometer configuration directory (typically called "spect’)
to <TopSpin installation dir.>/conf/instr

WARNING

Please archive all your MODIFIED Bruker PARAMETER-fles,
AU-programs and PULSE-programs before running
"expinstallt

l Mext > } [ Cancel ]

AU-programs and Pulse-programs or if you have archive them in a different
directory. Your individua Parameterfiles, AU-programs and Pulse-pro-
grams that have different names to the original Bruker BioSpin files will not
be destroyed during the installation

¢) Inthewindow that appears — Check Installation for Spectrometer — Click
Next

E_‘ Experiment installation and AU compilation

Select the type of installation:
O Installation for Datastation (Defauilt)

O Installation for Datastation (Customize)

@ Installation for Spectrometer

d

< Back Mext > Cancel
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d)

e

In the window that appears — Check e.g. for high resolution NMR High

Resolution Systems — Click Next

E‘ Expinstall for Spectrometer

Select the type of acquisition
High Resolution Systems
[ Solid State Systems

[ Micro-Imaging and Diffusion Systems

&

v
Cancel

In the dialog box that appears — Select the spectrometer configuration

name — Click Next
E‘ Expinstall for Spectrometer.

Available spectrometer or datastation configurations

Select the configuration you want ta use:

‘spect v‘

&

v
Cancel

In the dialog box that appears — Check the items you want to install or,
accept the default selection — Click Next

:‘_! Expinstall for Spectrometer

Select the items you want to install

Install Pulse Programs

Install Bruker AU Programs

Recompile All User AL Programs

Install Library CFD Frograms

Install Library Gradient Files

Install Liarary Shape Files

Convert Standard Parameter Sets

Install Standard Scaling Region Files

Enable Define Statements in Pulse Programs

Install Bruker Macros

NEEEIEEIRDOEA

Install Bruker Python Programs

[ selectan | [ selectpone |

Cancel
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f)

9)

In the dialog box that appears — Select the default printer and plotter and

the desired paper format — Click Next

E.! Expinstall for Spectrometer

Select your printer:

Default printer: | hpl5000PS v

Select your ploter:

Default platter: | hplj5000PS

Select the plotter paper format:

Paper format. | Ad f Letter

&)

~
cancel

In the window that appears — Enter the desired spectrometer frequency,
acquisition mode and pre-scan-delay or, accept the default values

— Click Next

Select the basic freguency of your spectrometer:

500.13

Basic frequency (MHz)

Select the digitizer:

Type of digitzer. DRU

Select the acguisition mocle:

Acquisition mode

Select the pre-scan-delay DE

Default pre-scan-delay (Hs)

E_‘ Expinstall for Spectrometer @

~

-
cancel
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h) In the information box that appears — Check the configuration selection
and, if it iscorrect — Click Finish

E‘ Expinstall for Spectrometer @

Expinstall will be executed with following options:

Installation for Spectrometer
(High Resolution)

Install Pulse Programs

Install Bruker Library AU Programs

Install Library CPD Programs

Install Library Gradient Files

Install Library Shape Files

Convert Standard Parameter Sets

Install Standard Scaling Region Files

Enable Define Statements in Pulse Programs

Basic frequency:  500.13 MHz
Digitizer: HADC+
Acruisition mode:  DQD
Pre-scan-delay: 6.0 us

Prirer HP LaserJet 5100 PS
Plotter. HP LaserJet 5100 PS
Paperformat Ad f Letter

[ <Back | [ ancel | [ Fmisn |

While expinstall will be executed you are able to continue with next configura-

tion program.
e Continuewithedsol v

acetic acid-o4

Acetone acetone-dé

CEDE& henzene-dé

CEFB hexafluorobenzene

CEHECF3 trifluorotoluens

CEHEF fluorobenzene

CcD2c12 methylenechlaride-d2

< |

b
¥

[ print |[ acorgct |[ Deete || Restore |[ save |[ ciose |

Check thelist of lock solventsand click Save if itiscorrect — Click Cl ose

* Continuewith edhead

DOptions

Exit

Current probe: 5 mm PABBO BB-1H/D Z-GRD 280070170077 [34]

20 mm Multinuclear

4 mm LCSEI 1H-13C Z-GRD

4 mm FISET 1H-13C Z-GRD

5 mm TBI 1H-BBf31P Z-GRD 2123470001
5 mm PABBO BB-1H/D Z-GRD Z800701/0077
5 mm TXI Df1H-13C/15F 28281118

301 *

[31]
[321
[331
1341
351 =
L

[ Define as cunent probe | [ Edit Probe Parameters | [ Fait

)
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Select the current probe, click the button Define as current probe — Click Exit

A window ' Edit Spectrometer Parameter’ will appear:

& Edit Spectrometer Parameter

Preamplifier

1Hﬂ'2H 1H

Frobe

- p—

L___________________ W

[ HeHoH | 1 Outer Goil
[ xeB1gF 2Hs | 2 uter Coil
[ save || clearcante connections || mfo |[ aram || ciose |

Check if the connections between preamplifier and probe are set correctly —

click Save if itiscorrect — Click Cl ose

Continue with edpr osol

* 4wl preol paremelers

[ile Help
Edit prosol paramatars for: Piobe's name |5 mn PABOD 001170 ZGA0 Z000701/0077 134 | &
Solvents) Y
Nucleur 11 Y
Haen you can antar two "commant lines'
Plante calact tha logical channel: |G 71 «F2 | OIF3 CIF4 | Glabal
Standard paramatars for 1H on channal F1 routed to amplifinr A2- Smndard pammaters for 1H on chansel F2 msted o amplidier A2
[ b [uonc]  powes level Diercrpton e faec]  powe level
30 deg. iramemitin rx 1ns -4 B dey. decouple o m2 4
epd FOROIP m 12 [cae || cpd FEFLP il 1369 [cet
mbmel]  pubelec]  powe bevel Bl [vecond cpd) PO 1%
tocay apin lock PTOC 006 = 274 [odk | el puefeec]  pometlavel
roety wpin lock. PROE 0.z il 118 [esc || sncay spin ook FTOC [1°3 [ 140 hi.
SR o bt soasy 1pin lock DL 0z o 120 [oakc |
cw nndistion PLOW = a7 o] Sl powerievel
m inaiation FLoW 50 S50 (o |
WOL &, inedation  PLADE 12 [
[R——— FUHD 10 [fosk
Band homo docouping  PLIC 120 [ose
(&) Standmd haid poliss | Standaed solt pulsns
]. Save | Copy s probe | | oy |--.dn-|| | T | l Eal |

Check the parameters for your favorite nuclei, change them and calculate them,

if necessary — Click Save to store to disk — Click Exit
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* Continuewith edl ock

B9 B isear Tepspin

Elle Edit View Sp P ing Analysis Options Window Help
Do P aEB a4 AL Tl “%UALEred w50 &6 W
'2;21»:!&&&@&@{.{16}-.—«-.»173&

M3 w7

Edit | 2H Lock File ¥ [Curnead 34: 6 mm PABE0 B6-1HD Z-GR0 2800701/0077]

lgas1sF reg: 500,130000 (Mhz] BsmeField: CDCE 795 Nucieys |21 -
Savert __||Fi I LoopTime | LoopFit [ LockPrase | Distance §  Ret || wigm || _Ret

{Azetc 0 i } o, | 61 12030 i 10.0000

Acetane i L [ | | 2

o] { 0 A

10,0000

_jo.0000
10,0000
(D ooan

Jopooo |
0 2 [2080° — oooad
Pyr i ! | I 8710 ‘0500 ‘00000
CHITH+D2O o 130 | o 4700 10500 10.0000
CHIACR 020 : 00000000 [ 700 0200 0000
CO3CH_SPE 000000 “hasn

0200 0_

Check the lock table values (field, lock phass, ...), change them. Click Save. To
close the window, click on the X in the right corner.

* Continuewithedscon

Spectrometer Parameters

BLKTR [us] = Edit. Preset time for amplifier blanking

DE1 [us] = 3.50 Time between LO switching and start of FID

DERX [ps] = 1.50 Time between receiver enable and start of FID
DEADC [ps] = 0.50 Time between ADC enable and start of FID

DEPA [Us] = 3.60 Time hetween preamplifier switching and start of FID
FILCOR [us] = 0.00

Correction for filter delay

[ Undo ” Save H Close ]

Check the spectrometer constants, change it and click Save if necessary, other-
wise click Cancel

« After finishing the configuration awindow cr on check appears.

An automatic perodical backup of your TopSpin configuration
can be defined in TopSpin. Currently you do not use this tool.

Press "Automatic Backup” to open the configuration tool.

[ Do not show this message again

l Help I Backup H Close ]




86

Configuration of TOPSPIN

8.1.2

Click on Aut onat i ¢ backup to set up an periodically backup.

[ New periadical 3]
Job
Command .nmrsave -date -path "C\Bruker\TS2 1\nmr_backup® -source “C\Bruk
Descriplion Execute NMR_SAVE
Execution scope TopSpin (requires authentication)
Options
[<] Off-schedule execution
[ Direct execulion
Rules
Minute of the hour from: 46 ~ to: -—Ignore—  ~ [ + ] =
Hour of the day from: 9 ¥ tol -—lgnore — | [T]
Day of the month from: 11 * fto: -—-Ignore— | [T]
Month of the year from: " ~ t{o: — lgnore — I
- 1
|£| Cancel

Click OK to accept the default. Thiswindow (cron command) allows you to ex-
ecuted commands periodically at predefined times. Here you can specify the
command to be scheduled, some scheduling options and the starting time and
date.

After cf, expi nst al | ,... have finished insert a sample and make sure that you
can lock on the lock solvent. Type i i and read with r par a standard proton

parameter file, type get prosol and r ga and collect a normal 'H NMR spec-
trum.

If you want to configure a processing-PC like your spectrometer-PC:

If the PC does not control a spectrometer but is used in connection with a particu-
lar spectrometer, e.g. for setting up experiments, processing and or plotting, you
should configure it as that spectrometer: for example the spectrometer is a AV 300
configured with the name 'av300'. Do the following.

a) Copy the configuration directory '<TOPSPI NHOVE>/ conf/instr
[/ av300’ from the spectrometer AV 300 to the workstation.

b) On the workstation paste this 'av300' directory to '<TOPSPI N-
HOVE>/ conf /i nstr’.

(most likely thisisthe path: c¢: \ Bruker\ TopSpi n\ conf\instr)
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You can use the TopsPIN command nnt _save to transfer the configuration (see
chapter 8.8).

a) Start TOPsPIN as Administrator.
b) Open adataset
* Typenewand create anew dataset.

* You can also select adataset (e.g. exanild_1h) acquired with another Top-
SPIN Or XWIN-NMR version.

¢) Enter cf (The command cf now configures the software according to the
hardware of your spectrometer):

a) A window will appear:
Password request. Please enter the NVR adninistration
password

Typein the NMR ADMINISTRATION PASSWORD. Click OK.
b) A window will appear:.

< [ 3
Spectrometer configuration (Cf): L.

Configure the hardware of your spectrometer or create a configuration for a datastation

Active configuration: "spect”

Available spectrometer configurations

| & Configuration Spectrometer type Freguency [MHz]
|Elruker_defau\t_av5l]tl Awvance-Av 200 500.13 Datastation |
Bruker_default_avancell300 Awance I+ 300 30013 Datastation ‘
S|
[ Mew I I Edit ] [ Cancel I

Press "Edit" to confirm this configuration.
¢) A window will appear:
The selected configuration is displayed. Choose Datastation to configure
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your PC as adatastation.

Edit configuration:

Spectrometer O
Datastation (O]
Spectrometer type |Avance

Configuration name ‘ spect

1H frequency of magnet [MHz] 300.13

-Debug

Use debug module O

~

v

[ <previous | [ west= |[ cancel |

d) Thenucl ei -t abl e appear.

Edit nucei table (dedels or modity vasues)
Nate' You Can als0 et this table with the command ednuc
1H Hydrogen 56800 172 30013 %
H Deutérium nooezl 1 A6 071702
k) Tritium TOE-9 w2 320130589
SHe Hetum 0oo3Ize 12 228 EETOAL
(1] Lithium 358 1 44 167389
o Litnium 15900 32 AL
S8e Benylim me 32 42173706
108 Boson 21 3 32244541
118 Boron ma0 I 96293631
130 Carnon 10 12 5467749
144 rtrogen 569 1 21681048
1 Hatragen 00219 12 ana11809
170 Cygen ool 52 40 6A6394
orF Flugririe 41300 12 207 204055
21Ne Neon Do3se I 23 EINH
23 S0 5250 a2 79.380087
25Mg Magnesium 164 52 18372863
2T Auminum "o 52 70204451
2981 sillcon 209 w2 58 627308
3P Phanphorus. ammn e 121 494051
b Suifur oo97s I 25037979 2
asatoe | [ ennt | [ petete | [ Restore | [ sae |
| < Pm\ﬂ:m_] | pea> _] cance!

Check if the frequency of the nuclei are set correctly and click Save (If
in doubt click Rest or e then click Save)
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e) A window ’Edit spectrometer configuration will appear: click Save..

¥ Edit Spectrometer, Parameter, @
frequency’ logical channel amplifier preamplifier
BF1 0.0 MHzZ  NUCH

SFO1 0.0 Mz [ R [[sout ] [(x1s0w |

EFZ 0o MHZ NUCZ B0 W

SFO2 0.0 Mz [ F2 | [[ssu2 |
BF3 00 MHz  NUC3
SFO3 0.0 vz [ Fa | [ sous ]

Receiver routing
O show routing
@ hide routing

[ Save H Clear cable connections H Param ” Cancel l

f) Theresultsof cf appearsin atext window — click Next . .

Al

Configuration summary (Uxnmr.info):

CONFIGURATION INFORMATION

Date : Wed Jun 28 09:53:03 2006

Release : TopSpin Acquisition Version ks 2_O:pl-0

Host : APOLLON Windews 5.1

User : mursu

System : Dabastation configured as Avance-AV NMR spectrometer

(no acquisition hardware availsble)
1H-frequency : 300.13 MHz

]

[ <previous | [ met> |[ cancer |[ print

After finishing cf window ’Additional configuration programs will appear
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showing alist of configuration steps. .

& (o L3
~
Additional configuration programs:
Zonfig
Installation of standard experiments Expinstall
Solvent tahle setup
Prohe table setup Edhead
Solent dependent parameter setup Edprosol
Lock parameter setup Edlock
Spectrometer parameters setup
o
< —
[ < Previous I [ Finish = I [ Cancel I

Accept the default selection and click on the buttons (You will be asked for the
NMR ADMINISTRATION PASSWORD a couple of times):

e Continuewith expi nst al |
a) Typeinthe NMR ADMINISTRATION PASSWORD and OK

E‘ Password request

Flease enter the NMR administration
passwaord

[l |
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b)

d)

Click Next if you either have no modified Bruker BioSpin-Parameterfiles

[ Experiment installation and AU compilation

Expinstall

Expinstall installs pulse programs, AU programs,

parameter sets and wvarious other resources for spectrometer
or datastation usage. It must be performed once after the
Installation of TOPSFIN. For spectrometer control do cf first
For a customized datastation configuration copy your
spectrometer configuration directory (typically called "spect')
to <TopSpin installation dir >/conf/instr

WWARMNING:

Please archive all your MODIFIED Bruker PARAMETER-TIlES,
AlU-programs and PULSE-programs before running
"expinstall"

AU-programs and Pulse-programs or if you have archive them in a different
directory. Your individua Parameterfiles, AU-programs and Pulse-pro-
grams that have different names to the original Bruker BioSpin files will not
be destroyed during the installation

In the appearing window — Check Installation for Datastation (Customize)
— Click Next

E_! Experiment installation and AU compilation E]
-~

Select the type of installation:
O Installation for Datastation (Default)

@ Installation for Datastation [Customize)

O Installation for Spectrometer

[ <Back | [ mext= |[ cancel |

In the appearing window — Check High Resolution Systems — Click Next

& | Expinstall for Datastation (Customize)

Select the type of acquisition:
High Resolution Systems

[ solid State Systems
[ Micro-Imaging Systems

< >

<Back | [ Mext> |[ cancel




92 Configuration of TOPSPIN

€) In the appearing dialog box — Select the spectrometer configuration name
— Click Next

9 Expinstall for Datastation (Customize)

Awailable spectrometer or datastation configurations:

Select the configuration you want to use:

< | &

[ <Back |[ mext> |[ cancel |

f) Inthe appearing dialog box — Select the default printer and plotter and the
desired paper format — Click Next

E‘ Expinstall for Datastation (Customize) @

A~

Select your grinter:

Default printer: [HP LaserJet 1200 Serles PS5 v

Select your plotter:

Default plotter: [gIsNE=E

Select the plotter paper format:

Paper farmat:  |Ad4 / Letter  ~

< e

[ =Back ][ met> |[ cancel |

0) Inthe appearing window — Click Next

& Expinstall for, Datastation (Customize]) @

~

Select the basic frequency of your spectrometer,

Basic frequency (MHz): 30013

Select the digitizer:

Type of digitzer

Select the acquisition mode:

Acquisiion mode

Select the pre-scan-delay DE:

Defalt pre-scan-delay (1s)

< | 5

£

<Back |[ met> |[ cancel |
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h) In the appearing information box — Check the configuration selection and,
if itiscorrect — Click Finish

E‘ Expinstall for Datastation (Customize)

Expinstall will be executed with following options:

Installation for Datastation (Customize)
(High Resolution)

Install Pulse Programs

Install Bruker Library AU Programs

Install Library CPD Programs

Install Library Gradient Files

Install Library Shape Files

Convert Standard Parameter Sets

Install Standard Scaling Region Files

Enable Define Statements in Pulse Programs

Basic frequency: 300.13 hHz

Digitizer: SADC

Acquisition mode:  DQD

Pre-scan-delay: 5.0 ps

Printer: HP Laserdet 1200 Series PS
Flotter: HP Laserlet 1200 Series PS
Paperformat AdJ Letter

The installation of the selected items, will start now. Wait until this process has fin-
ished.

For more details on expi nst al | , please refer to the description of this com-
mand in the Acquisition Reference manual.

After finishing the configuration awindow cr on check appears.

An automatic perodical backup of your TopSpin configuration
can be defined in TopSpin. Currently you do not use this tool,

Press "Automatic Backup” to open the configuration tool.

LI Do not show this message again

I Help | Automalic Backup ” Close |
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8.1.3

8.1.4

Click on Aut onat i ¢ backup to set up an periodically backup.
[ New periadical 3]
Job

Command .nmrsave -date -path "C\Bruker\TS2 1\nmr_backup® -source “C\Bruk
Descriplion Execute NMR_SAVE

Execution scope TopSpin (requires authentication)

Options

[<1 Off-schedule execution

[ Direct execulion
Rules

Minute of the hour from: 46 ~ to: -—Ignore—  ~

+
>

Hour of the day from: 9 ¥ tol -—lgnore — |
Day of the month from: 11 * fto: -—-Ignore— |

Month of the year from: " ~ t{o: — lgnore —

|G

OK Cancel

Click OK to accept the default. Thiswindow (cron command) allows you to ex-
ecuted commands periodically at predefined times. Here you can specify the
command to be scheduled, some scheduling options and the starting time and
date.

If you want to use a default configuration on a datastation

A default configuration can be used on a datastation. It is automatically performed
(no cf required) during the installation of ToPSPIN on a new computer, a new disk
or in a new ToPsPIN installation directory. The default configuration names are
Bruker_default_av500 (corresponds to an Avance 500 MHz spectrometer) and
Bruker_default_avancel 300 (corresponds to an Avance Il 300 MHz spectrome-
ter).

For manual or interactive data processing, the automatic default configuration is
sufficient. If, however, you want to use AU programs, you must execute expi n-
st al | once, selecting Installation for Datastation (Default).

If you do not know the configuration of your spectrometer

If you do not have any spectrometer configuration information, e. g. after a head-
crash, then you have to recreate the configuration information.

If your spectrometer has a standard configuration, then you can easily do cf and if
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you give the correct information for the ' Type of Spectrometer’ you will get the
correct list of your hardware in the’ RS232 table’. You only haveto typein the cor-
rect tty’s of the interfaces.

8.1.5 If you added a new har dware component to your spectrometer

If you want to add a new hardware component it is recommended to order some-
body of your local Bruker BioSpin office to do this for you.

8.2 Take over the configuration of XwiIN-NMR or TOPSPIN into

TOPSPIN 2.1

8.21

The decision how to install TOPSPIN is very important in case you have already
XWIN-NMR or TOPSPIN installed on the same or another PC. If so, you might will
take over the configuration of XwWIN-NMR or TopPsPIN 1.2 / 1.3/ 2.0 into TOPSPIN
2.1 because of:

* in case the XWIN-NMR/TOPSPIN installation was used for controlling a spec-
trometer there are very important configuration files like the spectrometer
configuration, shim files, your own pulse programs, parameter sets, etc.

« if XwIN-NMR/TOPSPIN Was used for processing only there can be also very
important configuration files like AU programs, macros, plot layouts etc.

Note: Transferring files could cause permission problems especially if they are
transferred from one PC to another.

Take over the configuration on the same PC

If TopsPIN 2.1 isinstalled paralel to TopspiN 1.2/ 1.3/ 2.0 or XWIN-NMR, the AU
program nnr _save can be used to take over the configuration of XwiN-
NMR/TOPSPIN.

You can take over the configuration during the Installation of TopspIN 2.1 (see
chapter 6.4) or after the installation with the AU program nnr _save.

If you like to get more information about the command nnr _sav e refer to chap-
ter 8.8.

Insert the TopsPIN DVD and start installation. You will be asked to define the
installation path. Accept the default or choose another one but not the existing
installation directory. During the installation you will be asked if you want to
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import a spectrometer configuration. If you want to take over the configuration
after installation is finished, start TOPSPIN

e and type in the command:
nnr _save
» or start TopsPIN and click
Options — Manage Configuration — Save installation specific files

A window "Password request’ will appear. Please enter the NMR administration
password and click OK.

A window 'NMR_Save appears. Please check the ’'Location of Backup file'
(default: <TOPSPI NHOVE>\ nnr _backup). Enter the location of the installa-
tion to be saved (e.g. C. \ Br uker \ XW N- NVR). Click on Save.

Thiswill create atar file of all necessary information from the XwIN-NMR installa-
tion. Thetar-fileiscaled nnr _backup. t ar and will be stored in the directory:

<TOPSPI NHOVE>\ nnt _backup

To take over thisinformation into TOPSPIN, please click on the Restore installaton
files tab, enter the restore destination (e.g. <TOPSPI NHOVE>) and click on
Restore.

After this processis finished, execute cf .

8.3 How to usethe Bruker Utilities Folder

After a successful installation of the TopspPIN, you will find a new folder on every
user's desktop named 'Bruker Utilities. Double click on the folder to see its con-
tents:

& C:\Bruker\TOPSPIN\prog\bin\utilities =13
: File Edit Wiew Favaorites Tools  Help ."}'
<) [’ i - ir 7 Search Folders E'
Miscellaneous  ServiceTools TestTools Command  Documentatio

prormpk n

or

1. Click Start — All Programs — Bruker TOPSPIN — Bruker TOPSPIN x.y

— Bruker Utilities
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2. A window 'Bruker Utilities’ appears.

In this Utilities folder, you will find commands and applications that you might
need when running and configuring a spectrometer. You can see the command
prompt right there: just double click on it to get to the prompt.

The other tools are stored in three categories as shown above. You can double click
on each of the folders to have them opened up to show their treasures:

& C:\Bruker\TOPSPIN2.0\prog\bin\utilities\Miscellaneous

fle Edt View Favorites Tools Help

Qe - @ - T O ssarh [ roders o

Address |2 CxiBruker\TOPSPING Opragibiniutities\Miscellaneous v| B
Links ] Adobe Reader - Download ] Bruker BioSpin ] Cantact HP Worldwide €] Microsoft Windows Update

Mame Size  Type Date Madified
[Flbruker-image-info. cmd 2KB Windows NT Comm...  7/18/2006 6:51 AM
[F1flesdm_diagrostic.cmd 2KB Windows NT Comm...  7/18/2006 2:29 AM
[Flaet_hostid.bat 3KB MS-DOSBatchFle  7/18/2006 6:51 AM
[ Hardware exam 2KB  Shorteut /182006 1:13 PM
B Homepage 2KB  Shorteut 7/18/2006 1:13 PM
[Fuitopspin.cmd 2KB Windows NT Comm...  7/18/2006 6:51 AM
[Fpatchlevel.cmd LKB Windows NT Comm...  7/18/2006 2:23 AM
Eping spect 2KkB shorteut 7/18/2006 1:13 PM
[Fprintconf.cmd 2KE Windows NT Comm...  7/15/2006 6:51 AM
[Fpwrdwn.bat 1KB MS-DOS Batch File 7118{2006 £:51 AM
[Frecard_vtu_lack.cmd 11KB  Windows NT Comm...  7/18/2006 6:44 AM
[Flsavelogs cmd 2KB Windows NT Comm...  7/18/2006 2:29 AM
[Fsetfiremal.cmd 19KB Windows NT Comm...  7/18{2006 2:25 AM

File and Folder Tasks

Other Places ¥

Details

Fsh.exe 68K Application 7312002 2:36 PM
[Fshowconf al 2KB  Shartout 7182006 1:13 PM

[Fshowconf bat
[Fshowlogs.cmd 2KE  Windows NT Comm...  7/1&j2006 2:29 AM
] Telnet spect 2k shortout 7/18/2006 1:13 PM
[Ftopspinversion.cmd 2KB  Windows NT Comm...  7/18/2006 6:51 AM
xwlnnmr.save‘cmd 2KB Windows NT Comm...  7/18/2006 6:51 AM

6 kE  MS5-DOS Batch File 7/18§2006 2:29 AM

125 KB 4 My Computer

Each of them (our example here is 'miscellaneous) have a number of batches or
executables, or plain commands that you can run by just double clicking on the
respective icon. For example, to see the system ID of the current PC you can just
double-click on the icon called 'get_hostid'. It will open atext window and deliver
the system ID you need to know when you apply for TopspIN license (encircled):

.+ D:\WINDOWS\System32\cmd. exe =1k

Imutil — Copyright (C> 12822802 Globetyo = £o ware, Inc.
he FLEX1m host ID of this machine is "["88d48bh7f8eb7c | 80306e26cd23™"

nly use ONE from the list of hostids.

ress any key to close this window . . .
-
;l_l

< |

If you press any key, the window will be closed again.

As you can see from the next screen (produced by the command i pconfi g
/all inacommand prompt) flexIm takes the address of one of the Ethernet cards
in the PC. Which one is used depends on the binding order of the two cards. You
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can check the binding by clicking the icon from the Control Panel.

D:AWINDOWS\System3 2\cmd. exe

Microsoft Windows HP I[Uersion 5.1.26001
CC> Copyright 19852881 Microsoft Corp.

indows IP Configuration

Host Name . -
Primary Dns Sufl-‘lx -
Mode Type . . -
IP Routing Enabled. .
WINS Proxy Enabled. .
DHS Suffix Search List

Ethernet adapter Local Area Connection:

Cunnectlun—spec1flc DNE Suffix
Description . - -
Physical Hddress . aoa .
Dhep Enable B
Hutoconf1gurat10n Enabled -
Address. . . - e e
Subnet Mask . . . . .
Default Gateway . . .
DHCP Server . -
DNS Servers . -

Primary WINS Server . . .
Lease Obtained. . —
Lease Expires . . . . . _

Cnnnectlnn—specific DNS Suffix
Description
Physical Hddress

Subnet Mask . -
Default Gateway -

=
=
]
o
]
5
&
=
=
@
o

Ethernet adapter Local Area Connection 2:

D:~Documents and Settings:augn>ipconfig ~all

kastor
softuware.bruker.de

software.bruker.de
bruker.de

service.bruke
Intel{R> PRO/iBl*— Management Adapter
88-Da-B?-FB—-EB-7C

149.236.12.86

Monday. September 29, 2883 2:27:81 AM
Tuesday, September 30, 2083 2:27:81 AM

Intel<R> PRO/lBl UE Hetwork Connection
Bl—3l 6E—26—CD—

149.236.99.1
255.255_255.8

El

Another interesting tool in the 'miscellaneous’ section actually issues commands to
the CCU rather than to the PC. One of the items is 'pwrdwn’ in this category that
logs in to CCU and issues the UNIX command that powers down the CCU. All
Y OU do isdouble click on it and watch it do the rest.

The other categories are Service Tools, Test Tools and Documentation. You can
just double-click the appropriate icon and the command-shell and tool programs

will start up automatically.:

% C:\Bruker\TOPSPIN2.0\proghbin\utilities\ServiceTools
Ele Edt ‘Wew Favortes Tools  Help

(€ o Folders | [T21]

®)
| O seach [

EE&

Iy

Address |2 CriBruker|TOPSPINZ, BlproalbintutitiesterviceTools

B> E

Mame
[Flach.cmd
Fbsms.cmd
[Flqrad.cmd
[Flhpeu.cmd
[Fhppr.cmd
Frxz2.emd
[Funitool.cmd
[Flunitonl.deb.cnd

File and Folder Tasks

Other Places

Details

Links 4] Adobe Readsr - Downlosd ) Bruker BioSpin 8] Contact HP Worldwide ] Microsoft Windows Update

Date Modified
7/18/2006 6:51 AM
7/16/2006 6:51 AM
7/16/2006 6:51 AM
7/18/2006 6:51 AM
7/18/2006 6:51 AM
7/16/2006 6:51 AM
THB/2006 6:51 Al
7/18/2006 6:51 AM

Size  Type

3KB  Windows NT Comm...
3KB  Windows NT Comm...
3KB  Windows NT Comm...
3KB  Windows NT Comm...
3KB Windows NT Comm...
3KB  Windows NT Comm...
3KB  Windows NT Comm...
3KB  Windows NT Comm...

21.9KB 'J My Computer
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& C:\Bruker\TOPSPINZ.0\prog\bintutilities\TestTools

Fle Edt View Favorkes Tools Help

Qo - ) (T Osearh [ Foiders | [~

EE&

r

Address | ) CH\Bruker| TOPSPINE. Olprogibinlutiities! Test Tools

len

Links @] Adobe Reader - Dowrload &) Bruker BioSpin ] Contact HP Worldwids & | Microsoft Windows Update

Hams Size | Type

File and Folder Tasks [Flrrstest.cmd 2KE Windows NT Comm...

Date Modified
7/18/2006 6:51 AM

2KB ‘windows NT Comm...  7/16/2006 6:51 AM
Other Places v || Fltestsccu.emd 2kB  Windows NT Comm...  7/18/2006 6:51 A
[Ftestbird.cmd 2KB ‘Windows NT Comm...  7/18/2006 Ai51 AM
B [Ftestbird.deb.cmd 2KB ‘Windows NT Comm...  7/18/2006 Ai51 AM
Details [Ftesthpprz.cmd 2KB ‘Windows NT Comm...  7/18/2006 Ai51 AM
[Ftesthpprz.deb.cmd 2KB ‘Windows NT Comm...  7/18/2006 6:51 AM
[Ftesthppr.cmd 2KB ‘Windows NT Comm...  7/18/2006 6:51 AM
[Fltesthppr.deb.cmd 2KB Windows NT Comm...  7/15/2006 6:51 AM
[Fltestrxzz.cond 2KB Windows NT Comm...  7/15/2006 6:51 AM
[Flrestrxzz.deb.cmd ZKE Windows NT Comm...  7/18/2006 6:51 A
Flresttty.cmd ZKE Windows NT Comm...  7/18/2006 6:51 A
Fleesttty.deb.cmd ZKE Windows NT Comm...  7/18/2006 6:51 A
19.6 KB J My Computer

ruker\TOPSPIN\proghdoculenglish\xwinproc\pdf.

File Edit Miew Favaorites Tools  Help

@Eack o \_/l L@ /.,\JSearch = Folders v

ESdmanual.de ﬂducuverview.pdf ﬂ\nsta\l_guide_NT.pdf @pruch.pdf
Eacqref.pdf ﬁDOSY_and_D\FFusinn.de ﬁ\nsta\l_mpspin‘pdf @prnca\l‘pdf
gacquall.pdf ﬂedacb.pdf ﬂ\ntro‘pdf @procIVZ.pdf
Eacquwre.pdf '@adte‘pdf '@\cnmr_SD.de '@proclx‘pdf
Eacqu—prncref—cl‘pdf @Faq.de @hcanse.pdf @prncref‘pdf
ganalysis.udf ﬂfile.pdf E\icfurms.pdf @pul.udf
Eﬁtma.pdf '@Filefnrm‘pdf '@netprint.pdf 'Epulse.pdf
Eau.de @glp.pdf ﬁnmrct.pdf @I’E"Et&ﬂ‘pdf
gavanceiusrmnIS.de ﬂgradshim.pdf Enmmbs‘pdf @rallet.pdf
Ebeginner.pdf '@heln.pdf '@Dutputld.pdf '@sbmas.pdf
Ehsmsmanual.de @\nst_guldeztlﬂﬂ.pdf ﬁnutput?d.pdf @shaptnnl.pdf
g:Dmment.pdf ﬂ\nstiguidejinux?.&pdf ﬂupg.pdf Esuhds‘pdf
gdiff_man.pdf ﬂ\nsta\l_guide‘pdf ﬁpmcld.pdf @t\tle.pdf
gdlsp\ay.pdf ﬁ\nsta\l_gulde_lmux.pdf ﬁpmczd.pdf @tutorld.pdf
<

@tutorzd.pdf
@tutnré}d.pdf
@unix-xwindows‘pdf
'@wwnacuu‘pdf
@wwnprnc.pdf
ewin-unix. pdf

8.4 Configuring the BSM S-Keyboard

For afull description how to configure the BSM S-Keyboard see your

* hard copy of 'BSMS-User Manual’ or

» therespective entry on the ' BASH’ CD-ROM’ (Order Number Z36541)

A configuring step that should be done periodically is the spin rate calibration. For
this you have to go into the Menu mode of your BSM S keyboard. Press simultane-

ously 2nd and Y3, then rotate the control knob as long asyou see 1. Sanpl e in
the display, press 2nd to go into this directory. The display will show 1. 1 Spi n
cal i b. press2nd to start this process and wait for ~ 3 minutes.
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In this Menu mode, you can also define the helium warning level. If the liquid
helium reaches the critical point, the BSMS-Keyboard starts beeping. A specia
password, the so called security code, is required to be able to change the set-
ting.For an additiona possibility to get a warning about a low helium level see
chapter 21.1. If in doubt about the setting, contact your service representative.

8.5 How to usethe BSM S shuttle

The BSMS shuttle can be used only on spectrometers with BSMS racks with
ECLB board.

8.5.1 Requirements

To work with the BSM S shuttle we recommend the following specifications:

ShuttlePro V.2

ShuttlePro V.2 software (The following information refers to the ShuttlePro
software version 2.0.0)

TopPsPIN 2.1
Windows XP Professional SP2
AVANCE console with BSM S rack with ECLB board
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8.5.2 Usage

Standard configuration :

XY

> X2_y2
Modify Q:Iol(lif)r
alue

Value {auto increment)
Cursor Cursor

e right

Cursor Reset Value

up
Cursor , & | | Goin
1

Note: In generd it is possible to change these settings under Windows XP 2 put it
is not recommended to do this:

a) Itisaproblem for the service engineer to use the shuttle if everything is config-
ured in a compl ete different way.

b) Thereisno support form Bruker BioSpin if the customer has an individual con-
figuration and he runsinto problems.

8.5.3 Installation of the BSM S shuttle

1. Loginasaloca Administrator.

Connect the ShuttlePro V.2 to an USB port.

Close ALL WINDOWS on the desktop.

Insert the CD ’Contour Software Installation Disk’.

Install the ShuttlePro V.2 (The following information refers to the ShuttlePro
V.2 software version 2.0.0).

ok~ DN

[EnY

. Thispictureis available from the Help menu in BSM S display.

. Itispossible to use your own preferences instead of the standard Bruker configuration. It is
only possible to have one configuration for the PC. ShuttlePro V.2 does not support user spe-
cific configurations.

N
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Note: The current software version can be downloaded from the web pages of
Contour Design Inc..
http://ww. contourdesi gn.com

6. After theinstallation click2.1 right on the ShuttlePro icon close to the time and
date in the lower right corner of your screen and choose Open Control Panel.

7. The window Contour Shuttle Device configuration will appear.

Contour Shuttle Device Configuration @
ShuttlePRO v2 |,qbout
Settings management Device events control
Target application User action
% dlobal settings w| | Esutton ]
Computer response
‘ Do Mathing v |
Comment
[T ) [ cancel | [ applv |

8. Click on Options.
9. Select Import setting in the upcoming context menu.

Contour Shuttle Device Configuration EI
ShuttePRO w2 \mmut
Settings management Device events control
Target application User action
|°. Global Settings v| " Button 1 v ‘
Create new settings 4

Change target device 4

Impo S
Export setings
Export settings info

Rebuild the whole sattings file

Comment

o [t ][ emy

A browser window will appear.
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10. Go to your TopsPIN installation directory into the subdirectory
cl asses/ prop. Inadefault configuration thisis:
C. \ Bruker\ TOPSPI N\ cl asses\ prop

11. Import thefile TopSpi n. pref .

12. Click on the arrow to select a different Application setting, scroll down and
select the entry TOPSPIN.

Contour Shuttle Device Configuration X

ShuttlePRO v2 [ About

Settings management Device events control
Target application User action

‘.’.'.'.', Button 1 4 |

Computer response

‘ Type Keystroks - |

Keystroke
| Control + Fi1 |

Smart release

Frequency

|Once Only v |

Comment

[ ok ][ comeet ][ apev |

13. Click on Options.

14. Select Change target application in the upcoming context menu. A browser
window will appear.

Contour Shuttle Device Configuration X

ShuttlePRO v2 | About

Settings management Device svents control

Target application User action

‘.. Topspin v| " Button 1 v‘
Create new settings 4

Rename settings
Change target application
Change target device
Revert to factory settings
Remove setings

Irnport settings
Export setings
Export settings info

Rebuid the whole settings file

Corment

[ oK H Cancel H Apply ]




104

Configuration of TOPSPIN

15. Go to your TOPSPIN installation directory into the subdirectory j r e/ bi n and
select thefilej ava. exe. In adefault installation thisis:
C:\Bruker\ TOPSPI N\j re\ bi n\j ava. exe
Now you can enter the ToPsPIN command bsnsdi sp and use the buttons for
selecting shims, change values etc.

8.6 Firmware update of the spectrometer hardware

8.6.1

This chapter describes how to update the firmware of spectrometer components.
This is only necessary if the cf command has crashed and popped up a message
window which informs that you have to do a firmware update of a certain compo-
nent.

It isstrongly recommended to do the firmwar e update only in this case,
because the hardware component could become unusable if the update
was doneincorrectly.

If you have further questions according firmware updates, please get in contact
with your local Bruker BioSpin office. Adresses of several offices can be found in
chapter 22, for contact information about all Bruker BioSpin office please go to
our web server:

http://ww. bruker-bi ospi n. de/ NVR/ about/ of fi ces

Firmwar e Update for boards without ethernet connection

This chapter describes how to update the firmware for boards without ethernet
connection on the example’'LCB board'.

1. Start the’Service Tools' of the’Bruker Utilities’ to check the firmware version
of your spectrometer hardware.

2. Double click on an icon starts an automatic procedure that opens a command


http://www.bruker-biospin.de/NMR/about/offices
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prompt. The following example shows the check of the 'bsms-service tool’
BEE!

the service tool “C:\Bruker~TSZ@h6NconfN\instriservtoolshsnstoolNt o

\WINDOWS\system32\cmd.exe

going to sta:
oolxbsms.exe" ...
Be sure that the spectrometer is free.
Press CIRL-C to stop or pause

Ty WARNIMNG L

This is a harduare level debug tool.
Improper operation may damage your hardware.

FEEEEEY

FEEEEEE

>>> bsms service toolhox <<<
Uersion: hsns 2.1%
Compilationdate: @6@616
Author: R.Eggli, M.Schenkel. R.Sauter

Copyright <c> 2884 by Bruker BioSpin AG, Switzerland

IEEEERE]

EERE N RN

Press Return to abort or 'y’ to continue:

3. Typey — ENTER
4. A dialog comes up in the command prompt

Select C:\WINDOWS\system32\cmd.exe

>»> Main Menu <<X
Keyhoard On/Off
Init BSMS
ChecksDounload all hoards
Show all versions
Shim functions...
BSME system functions...
Board functions CPU...
Board functions SCBi3R...
Board functions SCB?/SCBi3M...
without SCB1i3L
Board functions SLCB...
Board functions LCB...
Board functions Keyboard...
Board functions ..
Emulated functions GGBE...
Service...
Quit 7 Help * System Your choice: _

&

5. To check and eventually download a new firmware (from ToOPSPIN)

* type2— ENTER
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8.6.2

The check starts and ends for example as shown in the following picture

e+ C:\WINDOWS\system32\cmd.exe

hecking out need for download...

- download-check
oards in system: CPLSTUD

eading file ’'kbec.cnf’.
CB-
eading file ’sch.cnf’. J
CB-]
eading file ’sch.cnf’.
oc
eading file 'lock.cnf’.
LCB
eading file 'slch.cnf’.
PU
eading file 'cpu.cnf’.
OUNLOAD - REPORT
HKeyhoard is up to date A

SCB-M is up to date

SCB-R is up to date

SLGB is up to date

te B

onmunicationtest (15 seconds) ...

stimated autodownload time: @ h 18 min
wess 'y’ to start autodownload. Any other key abopts. _ -

« if thereis a problem with a component you get an information to contact
your serviceoffice

« if you need a firmware update you will get a message (A) with the length
of time for the download (B). It is recommended to do the download as
soon as possible.

6. Pressy — ENTER to start the download

During the download it is absolutely necessary that spectrometer and
PC are not disturbed! Make sure that no one pulls a cable out of the
spectrometer or uses Windows XP parallel! (Yes, we know this seems
very improbable, but if the download would crash your board might be
unusable afterwards)

e A normal error during downloading the new firmware requires to do the
download once again!

« |If you have done a download of newer firmware, you have to do cf again!

« |If you do not need any downloads you can follow the instructions in the
command prompt to end this tool.

Firmwar e Updatefor boardswith ethernet connection

This chapter describes how to update the firmware for boards with ethernet con-
nection on the example'ELCB board'.

1. To check which ethernet connected hardware units are available you can use
one of thetwo commands ha or et her net - servi ce-tool s
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* Open TopsPIN and enter in the command line ha. A window appears that
shows several hardware modules. This chapter describes how to update the

[ Hardware ethernet addresses @

The hardware devices listed below can he accessed
and configured with a "WEB-Browser"

Press the "Open" button for a browser with a
connection to this device

Press the "Refetch addresses buttan to reload
addresses from DHCP server

Main Controller

IPSO 149.236.99.254

Digital Receiver Unit

DR 149.236.99.89

Lock/Shirm

BSMS Z100818/0020  149.236.99.253

[ Refeteh ageresses | [ print | [ ciose |

firmware for boards with ethernet connection on the example 'ELCB
board’.

e Open Command Prompt (Click Sart — All Programs — Bruker TOP-
SPIN — Bruker TOPSPIN x.y — Bruker Utilities —» Command
Prompt) and enter the commands:

e cd prog/bin

* Click Enter
 ethernet-service-tools
» Click Enter

A window appears that shows several hardware modules.

= 1 Spectrometer Subnet Service Tools - Microsoft Internet Explorer 3 @I §
v
Y

Fle Edt Wew Favortes Tools Help

¢} >EDNEK ) ) search ¢ Favarites (%) = 3
Address | C:\Dacuments and Settings\AdministratariLocal Settings}Templunits. html = ke
Links ] Adobe Reader - Download & Bruker BioSpin @] Contact HP Worldwide @] Microsoft Windows Update

Spectrometer Subnet Service Tools
Klick on Unit to start the appropriate service tool:
¢ P30 at TCP/IP address 14%.236.99.254

o ELCE Z100818 0020 at TCP/IP address 149.236.99.253
o DEU] at TCP/IP address 149.236.99.8%

(&] Done 4 My Computer
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2. Click on the hardware device to open a browser with a connection to this

device.

3. A window 'BSMS Service Web - Main’ appears. Click on Device Setup.

+ Deyice infommation
« Device Setun

» Callbeakion

+ SHIM

BSMS Service Web

Main

1 0 S e

Get file

BSMS Service Web
Setup

Check Hrmware Download
BamsCheckDowndoad. txt:

BimsthechDonnioad.iat =
rom Bruker fto serves bopapiAfeontiin
Required Hrmware Loaded Frmware
Load pew ELCH ak
lirmweare
Load new SCH20 ok
firmware
Load pe o 0 “
lxieare ty_firmware_ 1 firrow ok
BSMS/2 Configuration
SLCB IHTX GAB SCBZ0 SCB20 ELCHB LTX LRX
Spedfic | PNK3 (24 SN 20 SN 32 300 MHz
HW Code: 2 1€ o 88
ECL: 100 o0 o pit
»Hane
s | bt | Sie 1 ¢ Helg
& ® et

Please click on the button Browse to select the Bsns CheckDownl oad. t xt
file. In adefault installation thisfile is stored in the directory:
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C:.\ Bruker\ TOPSPI N\ conf\i nstr\servtool\bsnscnf\

Note: Selecting Get File BsmsCheckDownload.txt from Bruker ftp server is
only necessary if a Bruker Service Engineer recommends to do this.

5. After the selection click on the button Load BsmsCheckDownload.txt.

6. If adifferenceis displayed between Required Firmware and Loaded Firmware
please click on Load new ELCB firmware.

7. The’BSMS Service Web - ELCB Firmware Download’ page appears.

D Bruker Device Serviee Wels Setup - Micamett Inte et Explores

)

e - ] (& € Searct P 4
e 119,230 95 A o+ o

BSMS Service Web

ELCB Firmware Download

Seclect the file "elch_firmware _060804.g2" Tor download Extension

Please click on the button Browse to select the firmware version which is men-
tioned in the line Select thefile.... In adefault installation the file is stored in the
directory:

C:\Bruker\ TOPSPI N\ conf\i nstr\servtool\el cb\

8. Pleaseclick on the button install firmware.

Note: Selecting Get File elch_firmware XXXXXX.gz from Bruker ftp server is
only necessary if a Bruker Service Engineer recommends to do this.

Note: The ELCB firmware releases 06xxxx and up are distributed as* . gz files.
To be able to load this file format to the ELCB the firmware
el cb_firmwvare_051116. hex or newer hasto be running on the ELCB.

If an older firmware is running first download the
el cb_firmwvare_051116. hex distribution.

The*. gz file hasto be downloaded asis, don't unzip it!
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8.6.2.1 ELCB board: Save user configuration

You can save the user specific configuration of the ELCB board in a Text file.
1. Please openthe’BSMS Service Web' page. Click on Service.

YV ———

Q- S e e £
oamIM

BSMS Service Web

Main

L] |

2. The 'ELCB Service Web' page appears. Click under ’Active User Configura-
tion / Parameters' on Save to Disc.

B s v s 4 bmtviret | gt

3. The 'BsmsSaveUsrNvm.txt’ page appears. Click in the Microsoft Internet
Explorer on File — Save as.. and choose the directory where the file
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BsnsSaveUsr Nvm t xt should be stored.

2 e/ 148718

] -+ e

¢
| O

8.6.2.2 ELCB board: Restoreuser configuration

1. Please openthe’BSMS Service Web' page. Click on Service.

3 b
.

wt Explnrer

--m‘?\_.

BSMS Service Web
Main

+ Deyice Information
» Deyige Set

« Calibeation

+ SHIM

. '2'!(

+ SLCB

» 21X

+ Seryice

+ Help

itz | infrmhon | Senace | et

] e

B et

2. The 'ELCB Service Web' page appears. Click under ’'Active User Configura-
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tion / Parameters’ on Save to Disc.

— 3RS

Bbbetasm Dmriat @) Crmm o wit ] Mo smin (s W Do ] Do 1P o b P

ELCB Service Web

3. The'ELCB Service Web' page appears. Under 'User Level’ you have to enter
the User and Password and click on L ogin.

Note: To get these two information please get in contact with your local Bruker
BioSpin office. Adresses of several offices can be found in chapter 22, for contact
information about all Bruker BioSpin office please go to our web server:

http://www.bruker-biospin.com/contact_us.html
4. The'ELCB Service Web' page will be changed. Under ’ Active User Configu-
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ration / Parameters' click on Load From Disk.

] e b - G ] Lt 18 ks ] e a8 [ o]0 St ] s kP

'ELCB Service Web

5. The 'BSMS Service Web - Load User Configuration File' appears. Click on

Browse to select the user configuration file (BsmsSaveUsr Nvm t xt ) to
download. Click on Submit Query.

8] ke S smrtsnd ] a8 i ] W sk ke @] U L. ) W it 9PN i itz

BSMS Service Web

Load User Configuration File

6. The 'BSMS Service Web - Load User Configuration Status' appears. Please
check if the 'Status of User Configuration File Load’ is 'New User Settings
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successfully loaded’.

™oL o fpwm b e

o= ©

o g .

BSMS Service Web

Load User Configuration File Status

8.7 A log of the entire system configuration

The showconf command provides you with various information about your hard-
ware and software, both of the PC and of the spectrometer. Here is how showconf
works: Go to the folder Bruker Utilities — Miscellaneous — double-click on the
showconf icon and wait about 2 minutes until it has finished. After that showconf
has produced a file caled conf out . t xt that contains al you need. Con-

fout .t xt islocated next to the showconf batch after the first execution and you

edit it from there:

& C:\Bruker\TOPSPINZ.0\proghbinlutilities\Miscellaneous

Fle Edt View Favorites Tooks  Help

Qe - O T /'T'SEar:h [ Folders  [E2]~

Adiress |2 CofBruker|TOPSPIN Dipragipiniutilties\Miscelaneous

Links ] Adobe Reader - Download & Bruker Biospin ] Contact HP Worldwide ] Microsoft Windows Update
Hame See Type

[Fbruker-image-info.cmd 2KB
[F1Flexdn_diagrastic.cmd ZKB
[F]get_hostid.bat SKB  MS-DOS Batch File
5 Hardware exam ZKE  Shortout

B Homepage ZKB  Shorkout
[Fkiltopspin.crnd 2KB
[Fpatchlevel.cmd 1KB
[Eping spect ZKE
[Fprintconf.cmd 2KB
[Fpwrdvn.bat 1KB
[Frecord_vtu_lack.crd 11KB
[Fsavelogs.cmd 2KB
[Fsetfirewall.cmd 19KE
[Fsh.exe 63KE  Application

[ showeonf all ZKE  Shortout
[Fshowconf bat 6KB  M5-DOS Bateh File
[Fshowlogs.cmd 2KB
i Telnet spsct 2KB
[Ftopspinversion.cmd 2KB
[Fswinnmr.save cmd 2KB

File and Folder Tasks

Other Places

Details

Shorteut

MS-DOS Batch File

Shorteut

Windaws MT Camm, ..
Windaws MT Camm, ..

Windaws MT Camm, ..
Windaws MT Camm, ..

Windows MT Comm, ..
Windaws MT Camm, ..

Windaws MT Camm, ..
Windows NT Comm....

Windaws MT Camm, ..

Windows MT Comm, ..
Windows MNT Comm, ..

Date Modfied
716/2006 6:51 AM
716/2006 2:29 AM
7HE[2006 6:51 AM
7/18/2006 1:13 P
F[16/2006 1:15 P
7/16/2006 6:51 AM
716/2006 2:29 AM
FHE2006 1:13 PM
7/18/2006 6:51 AM
7/18/2006 6:51 AM
716/2006 644 AM
716/2006 2:29 AM
7HE[2006 2:29 AWM
7/31/2002 2:38 P
7[18/2006 1:13 P
716/2006 2:29 AM
716/2006 2:29 AM
FHE2006 1:13 PM
7/18/2006 6:51 AM
7/18/2006 6:51 AM

125KE

4 My Computer
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File Edit Format View Help

output of SHOwWCONWF (D:NBruker\TOPSPINNproghbinhutilitiesimiscellansoushconfout. txt)
RUR at 09,/29/2003 09:24 by augn on KASTOR

output of IPCOMFIG SALL

windows IP Configuration

HOST Mame . . . . . . . . . . . . ! kastor

primary ons suffix . . . . . . . @ software.bruker.de
Node Type . . . . . v o . . .. . @ Hybrd
IP Routing Enabled I ND

WINS Proxy Enabled @ ND
DNS suffix search List ¢ software.bruker. de
bruker. de
Ethaernet adapter Local Area Connection:
connection- specific pns suffix . @ service, bruker.de

pescriprion .
Physical Address.
chcp Enable
Autncﬂnﬁguratmn Enabled o
IP address. . . . . . . . . . . . f149.236.12.86

: Intel(R) PRO/LOC+ Management Adaprer
: DO-DO-B7-FO-EB-7C

subnet Mask . . . . . . . . . . . 1 255.255.255.0
pefault Gateway . . . . . . . . . @ 149.236.12.1

DHCP Sarver . . .
DHS Servers

Primary WINS Server . . . . . . . : 149.236.19,51
Lease obtained. . . . . . . . . . : Monday, September 29, 2003 2:27:01 AM
Lease Expires . . . . . . . . . . ! Tuesday, september ED 2003 2:27:01 aMm

Ethernet adapter Local Area Connection 2:

connection-specific pns suffix B
pescription . . . . . . . . . . . @ Intel(R] PRO/LO0 VE Netwark Connection

Physical address. . . . . . . . . : 00 30-6E-26-CD-23
phcp Enable :
IP Address. 5 149 236.99.1

subnet Mask . .

: 255.255.255.0
pefault Gateway g

ad

>

Just double click on the confout icon to call the appropriate editor:

~

~

&% C:\Bruker\TOPSPIN\prog\bin\uf ellaneous

Fle Edit Wview Favortes Tools  Help o

@aa(k - T POseach [rodes | [ (3 X ) | [E-

¢

el
el

Q 1 e

get_hostidbat  Hardware  Homepage  patchlevel...  Ping spect

shmem.cmd  Showeonf all - showconf.bat  StartGuide...

r: Open

Telret spect  topspinversi... swinnmr.sa... [EOE  Print
Edit -

bsmsdisp.cmd Expl

Q
i

el
&l
L1
el

-
2
4
o
4
o

prinkeonf.cmd  purdin,

la
€l
¢l

Open With 3

(271 Compressed (zipped) Folder

cut (@ pesktop (creste shortcut)
Copy ) ail Recipient

Create Shortcut () My Documents

Delete [ Shorteut to HOTEPAD EXE
Rename [@ shortcut to wordpad.exe
Properties =

L CD-RW Drive (E3)

The size of thisreport is mostly less then 100 kbytes.
DO KEEP A COPY OF THISFILE IN A SAFE PLACE!

The easiest way to copy it on a diskette is right from within the miscellaneous-
folder: Right-click on the conf out -icon and select 'send to' and then A:
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8.8 Backup of VIFs (=Very Important Files) with nmr_save

8.8.1

8.8.2

It is not only necessary to create some backups for the operating system like Boot
Disks and to store the acquired datasets.

it is strictly recommended to create a frequently backup of the 'VIFs' - the ’Very
Important Files' of the configuration of TOPSPIN.

There are many reasons like e. g. head crash or theft of the hard disk that makes it
important that a weekly or monthly backup is made of important data, so that you
would be able to restore the spectrometer configuration in avery short time.

TopsPIN offers the command® (nnt _save) for saving those important files that
are not delivered by Bruker BioSpin. Thiscommand can save and extract user spe-
cific datafrom aTopspPIN ingtallation and puts them into an archive file.

How tousennr _save

nnmr _save can be used for saving and restoring configuration information of the
ToPsPIN installation where the command is executed. Furthermore, it is possible to
use nmr_save in one TOPSPIN installation to backup data from another TOPSPIN or
XWIN-NMR installation.

In fact, if you have severa versions of Bruker software installed in paralel, you
should always use the nnr _save command from the highest software version.

If your previous TOPSPIN/XWIN-NMR installation is not located on the same PC,
you can even mount the respective network path on your local PC and tell
nnr _save to take over the necessary information over the network.

How to save information with nnr _save

nnr _save can be started as follows:
e Start TOPSPIN and type in the command:
nnr _save
» or start TopsPIN and click
Options — Manage Configuration — Save installation specific files

1. BRUKER also offers a script (xwinnmr.save) which can be used for saving the’VIF's (see
chapter 21.2).



Configuration of TOPSPIN 117

A window 'NMR_Save’ will appear.

Save Installalion files Restore Installation files Save user fles. Reslore user files

Save installation specific files.

Installation specific fies are collecled and slored Into a tar fle. This lar Mie can be used
le copy the files from a p foanew ir or lo create a backup
of the installation specific files.

Mole: To save user specific files use the "Save user files” lab,

Location of backup file: CABrukeTS2 1\nmr_backup
COwverwrile existing backup file: O
Installation to be saved (TopSpin home): CABruken\TS2.1

Spectrometer configuration {e.q. spect): spect -
Display default Information: >
Display additional informalion:

Execule "Save installation specific files” periodically : Automatic Backup |

Log:

I save || Close

1. Accept or modify the Location of Backup file
(default is: <TOPSPI NHOVE>\ nnt _backup).

2. Enter the location of the Installation to be saved
(default is: <TOPSPI NHOVE>).

3. nnr _save will then offer a list of all available spectrometer configurations
which are located in this respective install ation. Select the correct configuration
in the field Spectrometer name (spect). In a typical setup your spectrometer
configuration is called spect.

In atypical installation three configuration names will be listed here, your current
instrument name and the two Bruker default configurations,
Bruker_default_avancel 300 and Bruker_default_av500.
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If you are in doubt about the name of your current spectrometer configuration exit
thennr _save window and enter the TopsPiIN command about . You can find the
name of your current configuration in the upcoming window under Configuration

— Current I nstrument.

Start nnt _save again. Now you can select the correct Spectrometer name.

[ About Tepspin

@S@iﬂw NMHLLli[hEaS _

R
© Bruker BioSpin 2006 w I10SPIN

Varsion infa:

ccccccc

Java version: 1 §.0_06 Sun Microsystems Inc
Mamery: S Total memory = 31 MB, WM Free memary = 9 MB

Ccentiguration:
Conflguration type: Spectrometer

CUrrent user: Adminsirator
Internal user: Not used
NMR administrator (NMREU) BACCHUS MY

4. Now you can click on Save.

This will create an archive file of all necessary information from the selected

installation/spectrometer configuration. Thisfileiscalled
nnr _backup_<date>-<tine>.tar
e.g..nnr _backup_20071009- 2348. t ar

and is stored in the directory you selected above, typically:

<TOPSPI NHOVE>\ nnt _backup

If you want to execute’ Save installation specific files' periodically please click on
the button Automatic Backup this will open awindow for a command scheduling.
Clicking OK will accept the default values and execute nnr _save once in a

month.
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[ New periadical %)
Job
Command .nmrsave -date -path "C\Bruker\TS2 1\nmr_backup® -source “C\Bruk
Descriplion Execute NMR_SAVE
Execution scope TopSpin (requires authentication)
Options
[<] Off-schedule execution
[ Direct execulion
Rules
Minute of the hour from: 46 ~ to: -—Ignore—  ~ [ + ] =
Hour of the day from: 9 ¥ tol -—lgnore — | [T]
Day of the month from: 11 * fto: -—-Ignore— | [T]
Month of the year from: " ~ t{o: — lgnore — I
- 1
|£| Cancel

The command cron performs command scheduling. It allows you to executed com-
mands periodically at predefined times. It offers full flexibility in time definition,
off-schedul e execution and user control. Here you can specify the command to be
scheduled, some scheduling options and the starting time and date. The following
fields are available:

1
2.
3.

Command: The command to be executed.
Descri pti on: A description of the command.

Executi on Scope: The scope of the command execution, User of TOPSPIN.
For scope User, the scheduled command will only be executed if TOPSPIN isrun
by the same (internal) user that is active during cron definition. If the scope is
TopspPIN, the scheduled command will be executed for any (internal) user.
Scheduled command with TOPSPIN execution scope can only be defined, can-
celled or modified after entering the Administration password.

. O f-schedul e executi on: Thisflag allows you to executed commands

that were scheduled to run at the time when ToPSPIN was not running. These
commands are executed after ToPsPIN startup. Note that commands that were
scheduled to run multiple times during Topspin downtime are only executed
once.

The following time scheduling rules exist:

e Minute of the hour: 00 through 59
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Hour of the day: 00 through 23

Day of the month: 00 through 31

Month of the year: January through december
Day of the week: Sunday through Saturday

For each of these fields, you can define an interval by selecting avaueinthe From
and avaue in the To field. Setting the To field to I gnore, schedules the command
for execution only at the time/date selected in the From field. An asterix (*) in the
From field indicated all possible times. Clicking the + button to theright of afield,
adds an extrafield of the same type, allowing multiple interval definition. Clicking
the - button removes the extrafield.

8.8.3 Which information is stored with nmr_save?

nnr _save archives some directories completely, in some other directories only
specific files. Filesthat start with an"." areignored. The internal TOPSPIN database
for pulse and cpd programs, macros and python scriptsis saved completely. Which
information is stored with nnt _save can be found below.

The ToPsPIN database is saved completely:
<TOPSPI NHOVE>/ db
contains pulse and cpd programs, macros and python scripts

The following directories are saved completely (hidden files are ignored!):
<TOPSPI NHOVE>/ conf /i nstr/ aut oshi nf r ef maps/
<TOPSPI NHOVE>/ conf /i nstr/ probeheads/
<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ prosol /
<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ cortab/
<TOPSPI NHOVE>/ conf /i nstr/ <spect >/innrusers/
<TOPSPI NHOVE>/ conf /i nstr/topshi m paranet ers/ user
<TOPSPI NHOVE>/ conf /i nstr/topshi m sol vent s/ user
<TOPSPI NHOVE>/ dat a/ fi nal / nnr/ prot ocol fil es/
<TOPSPI NHOVE>/ exp/ stan/ nnr/1i sts/ best-nnr/user/subset/fi
<TOPSPI NHOVE>/ exp/ stan/ nnr/1i st s/ best-nnr/user/subset/Ic
<TOPSPI NHOVE>/ exp/ stan/ nnr/1i st s/ bsns/
<TOPSPI NHOVE>/ exp/ stan/ nnr/1i st s/ ds/
<TOPSPI NHOVE>/ exp/ stan/ nnr/1i st s/ eurot herni corr
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<TOPSPI NHOVE>/ exp/ stan/ nnr/1i st s/ eurot hernitcf
<TOPSPI NHOVE>/ exp/ stan/ nnr/lists/f1l/

<TOPSPI NHOVE>/ exp/ stan/ nnr/1i sts/ group/
<TOPSPI NHOVE>/ exp/ stan/ nnr/lists/scm

<TOPSPI NHOVE>/ exp/ stan/ nnr/1i sts/vc/

<TOPSPI NHOVE>/ QTP/

<spect > represents the current spectrometer name or the name specified explic-
itly when nnr _save is started.

From the following directories every file is saved that does not belong to the genu-
ine Bruker BioSpin distribution:

<TOPSPI NHOVE>/ conf /i nstr/ servt ool / bsnst ool / boss

<TOPSPI NHOVE>/ conf /i nstr/topshi m spect

<TOPSPI NHOVE>/ conf /i nstr/topshi m probeheads

<TOPSPI NHOVE>/ exp/ stan/ nnr/1i st s/ gp/

<TOPSPI NHOVE>/ exp/ stan/ nnr/1i st s/ wave/

<TOPSPI NHOVE>/ exp/ st an/ nnr/ au/ scl /

<TOPSPI NHOVE>/ exp/ st an/ nnr/ au/ src/

<TOPSPI NHOVE>/ exp/ st an/ nnr/ par/

<TOPSPI NHOVE>/ exp/ st an/ nnr/ par x/ preenp

<TOPSPI NHOVE>/ pl ot/ | ayout s/

<TOPSPI NHOVE>/ prog/tcl/xw sh3_scripts/

Additionally, the following files are al so saved:
<TOPSPI NHOVE>/ conf /i nstr/sel pul se. *
<TOPSPI NHOVE>/ conf /i nstr/ pr obehead
<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ 2H ock
<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ 19F| ock
<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ best - nnr/ Cur r PushSol vent
<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ best - nnr/ har dwar e. par
<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ best - nnr/ har dwar e. src
<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ best - nnr/racks. use
<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ best - nnr/scanner. src
<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ best -nnr/sol vent s. add
<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ best -nnr/sol vents. par
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8.84

<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ best -nnr/sol vents. use

<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ hardware_|i st

<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ nucl ei

<TOPSPI NHOVE>/ conf /i nstr/ <spect >/rs232_devi ce/ best

<TOPSPI NHOVE>/ conf /i nstr/ <spect >/rs232_devi ce/ best scan

<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ specpar

<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ uxnnr . par

<TOPSPI NHOVE>/ conf /i nstr/ <spect >/ uxnnr.info

<TOPSPI NHOVE>/ conf / gl obal / | ayout sear chpat h

<TOPSPI NHOVE>/ exp/ stan/ nnr/1i st s/ probeheads

<TOPSPI NHOVE>/ exp/ stan/ nnr/1i st s/ sol vents

<TOPSPI NHOVE>/ pr og/ | ogfi | es/ hel i um og

<TOPSPI NHOVE>/ prog/ | ogfi | es/ helium og. err

<TOPSPI NHOVE>/ pr og/ server/ export . conf

<LM Li cense_Fi l e>!
For safety reasons the tar-file will not be replaced by executing nnr _save once
again. So if you like to use nnr _save severa times, you have to move the
nnr _backup. t ar file from the directory <TOPSPI NHOVE>/ nnt _backup

on a backup medium (floppy, CD ...) and then start the script once again or you
have to select the ' Overwriting existing backup file’ option.

How to restoreinformation with nnr _restore (nnr_save option)

Note that this will overwrite your complete TopspIN configuration plus spectrome-
ter configuration. Restore from a backup file only if you are absolutely sure that
thisis necessary. If in doubt do not restore or at least create a backup of the current
state before.

nmr_restore (nnr_save option) offersafield to overwrite an existing con-
figuration. If this is checked the previous configuration is overwritten automati-
cally, if it is not checked, nnr _r est or e will ask you if you are really sure to
overwrite the existing configuration

Start ToPSPIN and type in the command:

1. Thisisthe environment variable for the licensefile, in adefault installation thisis:
C.\flexl M Bruker\licenses\license. dat
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nnr _save
and click on the Restore installaton files tab

or start TOPSPIN and type in the command:
nnr_restore

or click
Options — Manage Configuration — Restore installation specific files

A window 'NMR_Save’ will appear. Select the tab ' Restore installation files'.

Save Insiallation files Restore instaliation files  Save user fles. Restore user files

Restore installalion specific files.

Installation specific fies are restored from a previous created backup lar file, This tar file
can be used to copy the files from a p ion lo a new orto
restore a backup of the installation specific files.

Mote: To reslore user specific files use the "Reslore user files® tab.

Location of backup file: CABrukenTS2.1\nmr_backup
MName of backup flle mr_backup_20071008-2348 lar -

Restore destinalien (TopSpin homs): CABrukenTS2.1
Display defaull information: o
Display additional information:

Leg:

Restore | | Close

Enter the path where you archive file is stored in the field Location of Backup file
(defaultis: <t opspi nhone>\ nnr _backup).

5. Enter the location of the restore destination
(default is: <t opspi nhone>)
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6. Click on Restore
A window ' Password request’ will appear.

[ Password request

Please enter the NWR administration
password:

|

Please enter the NM R administration password and click OK.

7. Execute the ToPSPIN command cf

8.8.5 Theoptionsfor nnr _save / nnr_restore

The optionsfor nnmr _save andnnr _restore are

e« Location of backup file:
absolute path where backup archive file
nnr _backup. tar will be created (‘save
option’) or can be found (' restore option’)

Overwriting existing backup file:
overwrite existing nmr_backup.tar file

Installation to be saved or restore destination:
a) absolute path to TOPSPIN/XWIN-NMR installa-
tion that should be saved.
b) absolute path where archive file will be
extracted.

Spectrometer nanme (spect):
name of the spectrometer configuration

Di splay default information:
display the directories and files which will be
saved

Di splay additional information:
display all fileswhich will be saved

8.8.6 Examplesfor usngnnr _save

1. Examplesfor backing up the current TOPSPIN installation:
a) Default backup directory used:
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b)

« Location of backup file: <t opspi nhone>\ nnr _backup
(eg.: C\Bruker\TOPSPI N\ nnr _backup)

e Installation to be saved: <t opspi nhone>
(eg.: C\Bruker\ TOPSPI N)

» Spectrometer name (spect): <spect>
(eg.: spect)
* Click Save

Default backup directory used, but the spectrometer directory spect_org is
saved which is not the default being defined in
<t opspi nhonme>/ conf/instr/curinst

« Location of backup file: <t opspi nhone>\ nnr _backup

* Instalation to be saved: <t opspi nhonme>

« Spectrometer name (spect): spect_org

* Click Save

/tmp as backup directory:

» Location of backup file: C: \ t mp

« Installation to be saved or restore destination: <t opspi nhonme>
» Spectrometer name (spect): <spect>

* Click Save

2. Examplesfor restoring the backup file

a)

b)

Restoring the backup file C:\ Bruker\ TOPSPI M\ nnmr _backup\
nnt _backup. t ar into the Topspin home directory (default):

» Location of backup file: C. \ Br uker \ TOPSPI N\ nnr _backup
* Restoredestination: C: \ Br uker \ TOPSPI N

» Spectrometer name (spect): <spect>

» Click Restore

Restoring the backup file C:\ Bruker\ TOPSPI N\ nnmr _backup\
nnr _backup. t ar into thedirectory C. \ Br uker\ TOPSPI N\ t np:

« Location of backup file: C. \ Br uker \ TOPSPI N\ backup_ol d
* Restoredestination: C: \ Br uker \ TOPSPI N\ t np
» Spectrometer name (spect): <spect>
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» Click Restore
Note: Do not forget to execute the TopSPIN command cf .
8.8.7 How to save information with user _save (nnr _save option)

user _save (nnr _save option) can used to copy user specific filesto adiffernt
computer or to create abackup of user specific files of an installation.

user _save can be started asfollows:
Start ToPSPIN and type in the command:
nnr_save
and click on the Restore ingtallaton files tab
or start TOPSPIN and type in the command:
user _save
or click
Options — Manage Configuration — Save user specific files
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8.8.8

A window 'NMR_Save’ will appear.
[@wese K

Save Insfallation files: Restore Installation files Save user fles Restore user files

Save user specific files of user augn.
The user specific Mes of an Installalion are collected and stored Info a tar file.
This lar file can be used lo copy user specific files lo a different computer or o

creale a backup of user specific files of an installation.

Mota: To save Installation specific files use the “Save installation files® lab,

Location of backup file: CABrukenTS2.1\nmr_backup
Overwrite existing backup file: (m]

Display defaull information: &

Display additional information:

Execute "Save user files” periodically | Automatic Backup

Leg:

I save || Close

» Accept or modify the Location of Backup file
(default is: <TOPSPI NHOVE>\ nnt _backup).

If you want to execute 'Save user files' periodically please click on the button
Automatic Backup this will open a window for a command scheduling. Clicking
OK will accept the default values and execute user _save once in amonth.

How to restore information with user _restore (nnr_save
option)

Note that this will overwrite your user specific files. Restore from a backup file
only if you are absolutely sure that thisis necessary. If in doubt do not restore or at
least create a backup of the current state before.

user_restore (nnr_save option) offers afield to overwrite an existing
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configuration. If thisis checked the previous configuration is overwritten automat-
ically, if it is not checked, user _rest or e will ask you if you are really sure to
overwrite the existing configuration

Start ToPSPIN and type in the command:
nnr _save

and click on the Restore installaton files tab

or start TOPSPIN and type in the command:
user _restore
or click
Options — Manage Configuration — Restore installation specific files

A window 'NMR_Save’ will appear. Select the tab ' Restore installation files'.

Save [nsiallation files Restore Installation files Save user fles Restore user files

Restore user specific files of user augn.
User specific Mies are restored from a previous created backup lar fle.
This can be used to copy user specific files from a different compuler lo the

local insiallation or to reslore 8 backup of user specific files.

Mote: To reslore insfallation specific files use the *Restore installation files® tab,

Location of backup file: CABrukenTS2.1\nmr_backup
MName of backup flle na_nr_ha:kl_.lp_BRUKER-mgﬂ_innT'Inln-nnis.tar >

Restore destinalien (TopSpin homs): CABruken\TS2.1
Display defaull information: o
Display additional information:

Leg:

Restore | Close
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8.8.9

8.8.10

Enter the path where you archive file is stored in the field Location of Backup file
(defaultis: <t opspi nhone>\ nnr _backup).

3. Enter the location of the restore destination
(default is: <t opspi nhone>)

4. Click on Restore
A window ' Password request’ will appear.

[ Password request

Please enter the MR administration
password:

|

Please enter the NM R administration password and click OK.

How to read the archivefile

Although the archive file created by nnr _save is a tar file, it should not be
opened or read with the tar command. It is packed in a special procedure and the
only correct way of extracting the fileisthennr _save command!

If you like to have alook at the content of an archive file or copy just some files
from it, you should extract the archive into a temporary directory, e g.
C. \'t mp\ backup-test. Then you can check and copy the extracted files from
there.

Isall information restored in their original places?

No, thel i cense. dat file thehel i um og fileandthehel i um og. err file
are restored in a different directory, because the current ones should not be over-
written. If you want to reuse the restored files you can find them in the restore des-
tination you have chosen, in the subdirectory <t opspi nhome>\conf\instr
with the extension . backup

All other files are restored in their original places.

8.9 Windows XP SP2 firewall configuration script

Microsoft Windows XP Service Pack 2 (SP2) includes significant changes to Win-
dows networking functionality with regard to security aspects. After installation of
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SP2, Windows displays severa informational dialogues about ’blocked compo-
nents' and possible administrators activities during the start-up of TopsPIN. Bruker
BioSpin offers a configuration script 'set fi rewal | . crrd to apply the required
settings to the new Windows XP SP 2 firewall.

Windows now includes fully featured firewall technology ('Windows Firewall’,
previously known as’ Internet Connection Firewall’ or 'ICF"). After installation of
SP2, the firewall is activated for all network interfaces by default, blocking net-
work traffic to running applications that is initiated from external network loca-
tions. Bruker BioSpin's TopSpin software (as many other applications on the
market) makes use of network connections for communication activities. Spec-
trometer control and TOPSPIN's ‘ remote connection’ feature by design rely on net-
work contacts from outside the local machine. As a result at start of TopSpin,
Windows will bring up several information windows about ‘blocked programs
recommending an administrator to review firewall settings to allow network com-
munication for designated applications.

It is Microsoft's idea to have Administrators review for which applications net-
work access from outside should be allowed. Those applications should be made
‘known’ to the firewall thus can be done manually using the ‘Windows Firewall’
applet in the Control Panel.

Bruker BioSpin has devel oped a configuration script ‘setfirewall.cmd’ that applies
al required settings to Windows firewall configuration without user interaction.
The script applies changes to the firewall related to Bruker software only and does
not overwrite or reset entries for non-Bruker applications.

The script is stored in the subdirectory <t opspi nhonme>\ prog\bin\utili -
ti es\ M scel | aneous of your TopSpin installation.

Note: If the script is executed in a wrong directory nothing will happen! Please
notethat thefirewall is configured to allow ‘ Remote Connection’ fromlocal sub-
net addresses only

The script can be used in four different ways:
1. During the Ingtallation of TopspIN (if the firewall is enabled) you will be asked
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to configure the firewall.

[ |

Question
?/ WindowsxP Service Pack 2 iz installed on your system.
If the firewal has not been disabled, it must be configured to enable spectrometer access.

The installation can do this now, or an Administrator can do it any time later, running
CHBruker\TOPSPINZ O\progibin\Utilites \Miscelaneousisetirewal .cmd

Shal the installation configure the firewall for you now?

I Ja [ein |

2. Click Start — All Programs — Bruker TOPSPIN — Bruker TOPSPIN x.y
— Bruker Utilities —» Miscellaneous. Double-click the script file: ‘setfire-
wall.cmd'. The script will automatically detect the installation path and register
this installation with the firewall. l.e, if your installation were in
C:\ Bruker\ TOPSPI N2. 1 it would register that and only that!

T

3. Execute the configuration script ‘setfirewall.cmmd” from a Command Prompt.
You will get usage information like the following:

setfirewal | | NSTDI R SCOPE [ DI SKLESS_PATH [ NFS_PATH] ]

where
I NSTDI R installation directory of TOPSPIN, e.g. c:\Bruke\TOPSPIN
SCOPE either ALL or SUBNET

to specify whether firewall should allow remote connections
to thisinstallation from any address or local subnet only.

DI SKLESS_PATH
installation directory of DISKLESS, e.g. c:\Bruker\Diskless
NFS_PATH instalation directory of Hummingbird NFS Server, e.g.
C.\ ProgramFi | es\ Hurmi ngbi r d\ Connecti vi t y\ 7. 10\ NFSSer ver
Note: You must have administrative rights to do this successfully

This way you have the possibility to register a specific installation of ToPSPIN
with the firewall. Example:

setfirewall c:\Bruker\ts20 install all

would do the required settings for an installation in ’c:\Bruker\ts20’ and alow
the remote connection feature to be accessed without restrictionsto theinitiating
network address. You can customize the script for different address rangesif re-
quired.
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4. Execute the configuration script ‘setfirewall.cmd’ from the Bruker BioSpin
Command Prompt (e.g. installation in C: \ Br uker \ TOPSPI N2. 1):

e Click Start — All Programs — Bruker TOPSPIN — Bruker TOPSPIN
2.1 — Bruker Utilities— Command Prompt

* Enter the command:
setfirewall install all

Thisway you have the possibility to register the installation of TopspIN with the
firewall. In this example the configuration script ‘ setfirewall.cmd’ would do the
required settings for an installation in C: \ Br uker \ TOPSPI N2. 1.

In case the installation path of Diskless or the NFS server is different from the
default installation path, the script will inform you that the respective firewall con-
figuration entries are not set. You have to execute the script manually and add the
correct paths.

In either case, you should consider re execution of the configuration script after
one of the following actions happened:

e Complete reset of firewall settings (which is possible e.g. from Control
Panel)

* TOPSPIN installation to new location

» Changesin Service Pack status (e.g. reinstallation)
For further questions and contributions, please feel free to contact software support
at:

nnr - sof t war e- support @r uker - bi ospi n. de



Chapter 9

User Management

9.1 User Management in a standalone PC

After the installation of Windows XP, there is one user with administrator rights,
namely the user ' Administrator’. If the password for this user gets log, thereis no
way of resetting it other than re-installing Windows XP. Therefore, we strongly
recommend you install at least one more user with administrator rights, e.g. with
the name’admin’ (actualy, this name isalso much easier to type on the keyboard).

Now you have for example two users with local Administrator rights, Administra-
tor and admin. Whenever the password of one of them gets lost, you can login as
the other one, open the User Manager and define a new password (compare chap-
ter 6.2).

The creation of the new administrator account means that the user ' Administrator’
is hidden in the log in menu. You are able to log in as the user ' Administrator’ by
pressing twice Ctrl+Alt+Delete in the log in window.

You can install a new user or administrator as follows;

9.1.1 Adding anew user in a standalone PC (method 1)
This method is recommended by Bruker BioSpin:
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1. Gototheicon My Computer on the desktop — right mouse click Manage
or: Open the Microsoft Explorer — Go to My Computer — right mouse click

Manage
2. A window Computer Management will appear:
LI Computer Management g@@
=) Fle Action  Wiew Window Help == %]
@ - @@ &
Computer floca) [ hiame | Full name Description
= mtém Tools Bﬁdm\mstrator Adriny Built-in account for administering th
=I{gd] Event Wiswer w s
Application O diskless_user... diskless_user_sys
Security [«
i L)
System [l _
. Shared Folders Guest Buit-in account for guest access to
= % Local Users and Groups SHE\DASSiStaHt Remote Desktop Help Assi...  Account for Providing Remate Assi
S sers Lratc o
(3 Groups e ko
+ & Performance Logs and dlerts m"‘ L3
), Device Manager s ey
=1 g storage 5 SUPPORT _38... Ch=Microsoft Corporation,..  This is a vender's account For the
& Remawable Storage QMJ L]
Disk Defragmenter
Disk Management
+ Bﬁ Services and Applications
< LIl >

e Click Local Usersand Groups
3. Right mouse click User — Select New User
4. A window 'New User’ will appear

« Enter the users Full Name and Description (optional) and the users pass-
word in the fields Password and Confirm Password — Create — Close

« |If you deselect the option User must change password at next logon it is
possible to select User cannot change password and Password never
expires.

9.1.2 Adding a new user in a standalone PC (method 2)
This method is not recommended by Bruker BioSpin.
1. LoginasAdministrator
2. Click Sart — Control Panel — User Accounts
3. A window 'User Accounts’ will appear:
e Click Create a new account
4. A window "UserAccounts’ will appear
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« Enter the name of the new account e. g. admin — Next
5. A window ’Pick an account’ will appear
e Click Computer administrator — Create account

Now you have created a new account. But this account is not protected by a pass-
word by default. Therefore you have to set a password for this account!

1. Click Start — Control Panel — User Accounts
2. A window 'UserAccounts' will appear:
« Click Change an account
» Click the account you want to change — Click Create a password

* Type in the password, confirm it and type in a password hint — Create
Password

Adding normal userstothe group NmrUser in a standalone PC

Each user who wants to run TopPsPIN must be a member of the group NmrUser.
This group is automatically created during the TOpSPIN installation. To add a user,
log in as Administrator (otherwise you will be asked for the administrator pass-
word during the process) and proceed as follows:

1. Gototheicon My Computer on the desktop — right mouse click Manage
or: Open the Microsoft Explorer — Go to My Computer — right mouse click
Manage

2. A window Computer Management will appear:
e Click Local Usersand Groups

3. Click Groups

4. Highlight the group 'NmrUser’
* right mouse click — Properties

5. A window 'NmrUser Properties’ will appear:
» Click Add

6. A window 'Select Users' will appear:
» Click Advanced — Click Find Now
« highlight every name you want to be a member of NmrUsers
* Click OK —» OK
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7.

or:

1

Close the window "NmrUser Properties by clicking OK

Go to theicon My Computer on the desktop — right mouse click Manage
or: Open the Microsoft Explorer — Go to My Computer — right mouse click
Manage

A window Computer Management will appear:
e Click Local Usersand Groups

Click User

Highlight the user "admin’

e right mouse click — Properties

A window "admin Properties’ will appear. Open the folder Member of.
» Click Add

A window ' Select Groups’ will appear:

» Click Advanced — Click Find Now

« highlight group you want to be a member of
* Click OK —» OK

. Close the window "NmrUser Properties by clicking OK

9.2 User Management in a Domain PC

9.2.1 Adding a second user with Administrator rightsin a domain PC

The group 'domain admins are automatically a member of the local group
"administrator’ so it is not necessary to create a second user with administrator
rights.

1
2.

3.

9.2.2 Adding alocal user in adomain PC

Log in as Administrator

Go to theicon My Computer on the desktop — right mouse click Manage
or: Open the Microsoft Explorer — Go to My Computer — right mouse click
Manage

A window Computer Management will appear:
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9.23

e Click Local Usersand Groups
4. Highlight *User’

e right mouse click — New User
5. A window 'New User’ will appear

« Enter the users Full Name and Description (optional) and the users pass-
word in the fields Password and Confirm Password — Create — Close

6. Highlight the user you had just create
* right mouse click Properties
7. A window '<Username> Properties will appear:
* Click Member off - Add
8. A window ’Select Groups' will appear:
» Click Advanced — Click Find Now
« highlight every name you want to be a member of NmrUser
* Click OK —» OK
9. Close the window '<Username> Properties’ by clicking OK
Click Start — Shut Down
Select L og off Administrator
Click OK

Press CTRL+ALT+DEL

— Now you can log on as the new user

Adding normal userstothe group NmrUser in adomain PC

Each user who wants to run TopPsPIN must be a member of the group NmrUser.
Thisgroup is automatically created during the TopspIN installation.

To add a user, log in as Administrator (otherwise you will be asked for the admin-
istrator password during the process) and proceed as follows:

1. Gototheicon My Computer on the desktop — right mouse click Manage
or: Open the Microsoft Explorer — Go to My Computer — right mouse click
Manage
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7.

A window Computer Management will appear:
Click Local Usersand Groups

e Click Groups

Highlight the group "NmrUser’

e right mouse click — Properties

. A window 'NmrUser Properties’ will appear:

* Click Add

. A window 'Select Groups' will appear:

» Click Advanced — Click Find Now

« highlight every name or group you want to be amember of NmrUser
* Click OK —» OK

Close the window '<Username> Properties’ by clicking OK

9.2.4 Adding aglobal group to thelocal group NmrUser in a domain PC

Users who want to use TOPSPIN must be member of the group NmrUser. In a
Domain scenario we recommend to administrate users in global groups which are
added to the local group NmrUser. Proceed as follows:

1

Goto theicon My Computer on the desktop — right mouse click Manage
or: Open the Microsoft Explorer — Go to My Computer — right mouse click
Manage

A window Computer Management will appear:
Click Local Usersand Groups
e Click Groups

. Highlight the group "NmrUser’

* right mouse click — Properties

. A window 'NmrUser Properties’ will appear:

e Click Add
A window ’'Select Users’ will appear:
* Selectinthefield 'Location’ the domain name

« Inthewindow 'Enter Network Password' type in your login name and pass-
word
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« Highlight the global group you want to be amember of NmrUsers (normally
thisis the group 'Domain Users')

* Click OK —» OK
7. Close the window "NmrUser Properties by clicking OK
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Chapter 10
Installation procedure

10.1

Before you start:

Do'sand Don'tsunder Windows XP

10.11

10.1.2

Do not re-install Windows XP

Not only will it usually not cure the problem, you also lose al additional pre-
installed software (e.g. ToPspPIN, Office package, user accounting, screen and net-
work drives etc.). YOU will have to put all of these back on manualy. In such a
case it is very important to have a backup of the essentia files (see chapter 15.13
and 8.8). It will be many hours until you are back where you started. If you have
problems, use the Event Viewer and the other diagnostic tools to locate the
problem and cure it within Windows XP. If you think you need are-install con-
sider an 'Windows XP repair'. Use the Windows XP Repair diskettes (creating
described in chapter 12) to repair Windows XP to the status of that repair disk
rather than doing a scratch install. Re-installing Windows XP is a last resort and
you should have very good reason to do it.

Use Windows sharing rather than FTP

Under Windows you locate other computers in the network with Windows
Explorer and then you can use drag-and-drop multiple files and entire directo-
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ries. You can aso connect to UNIX machines in that fashion using a UNIX tool
called 'samba. Installation details are in chapter 13.4.3. Nevertheless, in some
cases FTPisstill the easiest way to get afile quickly.

10.2 Removing existing software

Windows XP is more complex than you might think. Many files that are uploaded
during an installation go into other parts of the system or replace existing versions
of files. Thus, an uninstall is more like a build-back and you need that to redly
clean things out. By removing the directory, you don't solve your problem and also
you lose the ingtallation log which is stored as the software isinstalled. Thislogis
very important and used by the uninstaller to make sureit finds every file that went
oninthefirst place.

Use the uninstaller from Control Panedl, i. e. the icon labeled 'Add/Remove
Programs'.

Without a log this software will not work any more. If the ToPSPIN is already
installed and you want to install a new version or re-install the same version, you
must first remove the old version and reboot the computer.

Your own AU programs, pulse programs and parameter sets are NOT removed
when you de-install TopspIN. If you want to re-install any other package like NFS,
you must first remove that package (see below), reboot the computer and then re-
install the package.

Never delete directories to remove a program
I Always use the’ Add/Remove Programs' tool
- Re-install a program in the following way:

— remove the program — reboot — install the program — reboot

1. Click Sart — Settings — Control Panel
2. Double-click theicon Add/Remove Programs
3. A window ' Add/Remove Programs’ will appear:

If you want to re-install the entire TOPSPIN (see chapter 6.4), please remove the
packages:

* Bruker: TOPSPIN Bruker: AURELIA/AMIX
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* Bruker: ICON-NMR Bruker: SBASE

* Bruker: DISKLESS Bruker: FLEXIm

* Bruker: NMR-SIM Bruker: NMR-GLP

e Bruker: TOPSPIN patches Bruker: NMR-GUIDE

Note that not all of these packages are necessarily installed!

a) Select the package that you want to remove

b) Click the button Change/Remove

¢) A window 'Check Setup Information’ will appear

d) Check if the path is correct then click OK

€) A window 'Remove Programs From Your Computer’ will appear:
« A growing bar shows the progress of the de-installation
* When thede-instalation is finished: click OK

f) Repeat step b) to e) to remove further packages or click OK to close the
window ' Add/Remove Programs

4. Closethe window 'Control Panel’
5. Reboot the computer.

During theinstallation of the TOPSPIN, several entries are made in the Windows XP
Registry. If an ToPsPIN package, e.g. TOPSPIN is removed as described above, the
corresponding entry in the Registry is automatically deleted.

10.3 Autorun of installation programs

ToprspPIN (like many other software packages) support the Autorun feature. This

means that the installation program automatically starts up when you insert the

CD-ROM. This, however, only worksif the Autorun is enabled. If it is not, nothing

will happen after inserting the CD-ROM. In this case you can start the installation

program as follows:

1. Click Start — Control Panel

2. Double-click theicon Add/Remove Programs

3. Click Add New Programs— CD or Floppy

4. A window 'Install Program from Floppy Disk or CD ROM will
appear:
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The system islooking for a Floppy and/or a CD-ROM. If there are one of these
the path will be shown in thefield 'Open’

Click Finish
4a. If the field 'Open’ isempty:
a) Click Browse
b) Inthefield’Look i n’: select the CD-ROM drive
¢) Find anicon Setup or Setup.exe
d) Click Setup or Setup.exe
or
1. Open the explorer (see 18.1.5)
2. Select the path of the CD-ROM drive (normally D:)
3. Doubleclick onthefileset up. exe
The Administrator can re-enable Autorun by changing the Registry entry

Warning: You are about to edit the Windows Registry File. Thisis Windows
XP's nerve center and errorsin your setup may render your Windows XP
installation UNUSABLE. Please make sure you have a recent Windows XP

Repair Disk created BEFORE you proceed.

HKEY_LOCAL_MACHINE\SY STEM\CurrentControl Set\Ser vices\Cdrom\Autorun
fromOto 1.



Chapter 11

Installing and configuring
Windows X P Professional

Windows XP exists in two different forms: Windows XP Professional and Win-
dows XP Home Edition.

The ingallation as described in this chapter isvalid for the English version of Win-
dows XP Professional on a hp workstation xw4400. In this case, you can ingtall
Windows XP exactly as described here. For other versions of Windows XP or
other hardware, the installation procedure might be different.

For example, on some PC’s the boot sequence is interrupted with the Delete key
rather than with the F2 key.

This description is intended for new installations. If Windows XP is aready
installed and you have problems:

Before you decide to re-install Windows XP, try to repair

Windows XP

Repairing Windows X P means that you selectively re-install parts of Windows XP,
leaving application software and dataintact.

147



148 Installing and configuring Windows X P Professional

11.1 Scratch install of Windows XP

1. If your computer is running:
a) Click Sart — Shut Down — Shut down the computer — Yes

b) Whenyouseethetext’lt is safe to turn off your conputer’
insert the CD-ROM "Windows XP Professional’.

2. Restart the computer and I nterrupt the boot process by pressing the F8 key.

(Do not press F2 to go into BIOS, because there you can easily make your PC
unable to boot.)

3. Wait until the boot device menu appears, select removable device with the
ARROW KEY DOWN — ENTER

4. The'Windows Setup’ screen appears:
a) You see at the bottom of the window ' Setup isloading files'.
b) You see at the bottom of the window ’ Setup is starting Windows XP'.
5. A ’Windows XP Professional Setup - Welcome to Setup’ screen will appear with
the Option of Continuing Setup, Repair a previous installation, or Quitting:
a) PressENTER to Continue Setup.
6. A text about the "Windows XP Licensing Agreement” (EULA) screen will
appear:
» Pressthe PGDN key repeatedly until the end, press F8 (to accept).

You see at the bottom of the window ' Searching for previous versions of Mi-
crosoft Windows .

7. If you have aready other Windows XP installations on your PC, alist of them
will appear. Press ESC in order to make a new ingtallation instead of repairing
an older one

8. If you have a couple of partitions on your hard disk, alist of currently available
partitions will appear:

a) Pressthe ARROW UP or DOWN key to highlight the partition on which
Windows XP must be installed.

b) PressENTER

e Select Format the partition using the NTFS file system, press
ENTER
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You are asked if you really want to format this partition or want to choose
a different partition. After this point formatting will be started, ALL
DATA ON THIS PARTITION WILL BE LOST! Data on other partitions
(which might be on the same disk) remain untouched. If you want to for-
mat this partition, press F (to start formatting) and wait...

9. A window "Your Computer will reboot in 15s" will appear

Remove any Floppy but keep the CD initsdrive.
10. After thereboot the setup will continue automatically
A window "Windows XP Setup’ occurs, please wait ...
11. A window "Windows XP Professional Setup’ will appear:

a)

b)

0)

e

f)

Click NEXT or wait for a short time

Installing Devices (walit ...)

"Regional Settings'

* Normally you could leave English (United States) for system locale. Set
the right keyboard layout — NEXT

'Personalize Your Software’

e Typein your name and organization —» NEXT

"Your Product Key' (see on the top of the PC):

« Enter the Product 1D which is specified on the manua * Microsoft Win-
dows XP Professional’ (on the Certificate of Authenticity) —» NEXT

"Computer Name and Administrator Password':
« Enter the Name (hostname) you have chosen for your computer

Note that the first character must be alphanumeric and underscores are
not allowed

e Choose an Administrator password and enter it in the field Password,
enter the same password in the field Confirm Password— NEXT

! Important: remember the Administrator password.

9)

'Date and Time Settings

» Check if Date& Time are set correctly, change if necessary
Select the correct time zone for your location, e.g.:
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GMT + 01: 00 for Germany
GMT - 05: 00 for the US east coast
GMTI - 08: 00 for the US west coast

o click NEXT
h) ’Networking Settings (wait ...)

« Enable Typical Settings— NEXT
i) "Workgroup or Computer Domain’

« To get thisinformation contact your system administrator, if you are not
sure at the moment, please choose ' No, this computer isnot on a network
... and enter the workgroup name — NEXT, please wait ...

i) Thetext’ Performing Final Tasks appears:
e pleasewait ...
k) Thetext’'Completing the Windows XP Setup Wizard' appears:
e click FINISH, the system will reboot
[) Eject the CD-ROM
12. A window 'Network I dentification’ will appear —» NEXT
a) Usersof this computer - who can log on to this computer?
* Enable’Users must enter a user name ...", click NEXT — FINISH

You can log in as Administrator using the password which you have entered during
the installation.

11.2 Installing Windows XP Service Pack

PCsfrom Bruker Biospin are delivered with the latest Service Pack available at the
time of delivery. Under Windows XP it is not necessary to reinstall the service
pack after e. g. configuring the network.

The Service Pack can be downloaded from www. microsoft.com or
wwWw. ni cr osof t. de.

For ingtallation just follow the given instructions on the screen.


http://www.microsoft.com
http://www.microsoft.com
http://www.microsoft.de
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11.3 Installing the Graphicsdriver

Hewlett Packard PCs from Bruker BioSpin are delivered with the Graphics driver
on the CD. If you do not have a floppy or a CD and want to install a newer driver,
you can download a Graphics driver from the Web. Go to:

http://h20000. ww2. hp. cont bi zsupport/ TechSupport/ Product. jsp?pr od-
Typel d=12454&prodCat | d=296720& ocal e=en_US&t askl d=135

The Graphics drivers are offered as self-extracting . exe files. Just download the
filefor your system, then click itsicon and insert aformatted floppy. Thisway, you
can create anew Graphics driver floppy.

The Graphics driver CD can be installed as follows:

1
2.
3.

10.
11
12.
13.
14.

Insert the Graphics driver CD

Click Start — Control Panel

A window 'Control Panel’ will appear:

« Double-click theicon Display

A window 'Display Properties’ will appear:

e Click Settings

If the window 'Invalid Display Settings' appears: click OK

Click Advanced — Adapter — Properties — Driver — Update Driver—
Next — enable’Display aList ... — Have Disk

. A window 'Install From Disk’ will appear:

Enter your CDROM, e.g. d:\ or accept the default if it is correct — Click OK
The Graphics driver which resides on the CDROM will appear: Click OK

A window ' Third-party Drivers' will appear:

e Click Yes (to proceed) and wait ...

A window 'Installing Driver’ will appear: click OK

In the window ’Upgrade Device Driver Wizard': click Finish

Close the windows you have just opened

Remove the CD

A window ' Systems Settings Change’ will appear: click Yes (to reboot)

The procedure for other PC's or other Graphics drivers might be alittle different.


http://h20000.www2.hp.com/bizsupport/TechSupport/Product.jsp?prodTypeId=12454&prodCatId=296720&locale=en_US&taskId=135




Chapter 12
Configuring Windows XP

12.1 Conversion of disk format from FAT toNTFS

Windows XP supports three file systems for disks. FAT16, FAT32, and NTFS.

Bruker BioSpin TopsPIN and the datasets of the NMR experiments requires the file
format NTFS. So if you use a FAT-partition of your harddisk(s), you have to con-
vert this partition to 'NTFS (that is the file system of Windows XP) before you can
install the TopsPIN. Only under NTFS, it is possible to have the file permissions,
ownership and access management settings that make Windows XP secure. You
can use the convert command convert . exe to convert an existing FAT volume
to NTFS. Because this conversion retains all of your files, use convert . exe
when you want to keep existing files on your volumes intact.

The conversion to NTFSis a one-way process. After you convert a drive or parti-
tion to NTFS, you cannot convert it back to FAT. To restore the volume to the pre-
vious file system, you must format it as FAT again. This action erases all existing
data including your programs and personal files. In this case, you must either
restore your data from a backup, or reinstall your operating system and programs.

convert. exe requiresthat you have a certain amount of free space on the drive
or partition to convert it. If convert. exe determines that there is not enough
free space on the volume, it does not convert the volume.
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12.1.1 Check the Disk Partitioning

To check the configuration of the disk(s) of your PC, please start up the Disk
Administrator utility from the command menus as shown below:

1. Click Sart — Control Panel — Administrative Tools

™ Administrative Tools g@
Elle Edit Wew Favortes Tools Help
Qe - @ - F | O seann Foiders x ¥) [
Name Size  Type Date Modified

3 Component Services 2KE  Shortcut 11/3/2002 1:29 AM

=) Computer Management 2KE Shortcut 9/16/2003 2:52 PM
Data Sources {ODEC) 2KE Sharkcut 11/3/2002 1:35 aM

Event Viewer 2KB  Shortcut 11/3/2002 1:35 AM
Local Security Policy 2KE  Shortcut 9/5/2003 %:05 AM

Bl Performance 2KE Shortcut 11/3/2002 1:35 AM

%Serwces 2KE Shorkcut 11/3/2002 1:35 AM

2. Click on Computer Management — Disk Management

=] Fle Action  View Window Help —l= =]
& 2
V=] Computer Management (Lacal) Layout | Type | File System | Status [ capacity [ Free Space [ % Fres | Fault Tolerance | Overhead |
=, System Tools Partition  Basic HTFS Healthy (System) 76.33GB 72.50GB  94% Mo 0%
+ (5] Event Viewer
+ Shared Folders
+ # Local Users and Groups
+ & Performance Logs and Alerts
Device Manager
=g storage
+ & Removable Storage
Disk Defragmenter
Disk Management '
+ i services and Applications ~
B ZPDisk 0
Basic Local Disk {C:)
76,33 GB 76,33 GB NTFS
Online Healthy {Systam)
ZJD-ROM 0
WD (D7)
Ho Media 3
3 5 | W Primary partiton

If thisisthefirst timeyou start Disk Administrator, you probably see two informa-
tion screens which you can confirm by clicking OK, respectively Yes:

Disk Administrator

A

Disk Administrator has determined that this is the first time Disk Administrator hags been run, or that one or more disks have been added ta pour computer
since Disk Administrator was last rwn

Swstem configuration will nove be updated.

Confirm

& Mo signature found on Disk 0. ‘wiiting a signature is a safe operation and will not affect your ability to access this disk from other operating spstems. such
as

If you chaase not to wiite 5 signature, the disk will be marked OFF-LIMNE and be inaccessable to the Windaws NT Disk Administratar program.

Do wou want to write a signature on Disk 0 g0 that Disle Administrator can access the drive?
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Finaly, the disk administrator will show you how many disk drives your system
has, and how they are partitioned.

Please realize that repartitioning the C: partition involves re-installing Win-
dows XP!

Also, the maximum partition size with FAT is 4 GByte, with NTFS 7.8 GByte.
Nevertheless, if you decide to make changes in the partitioning now is agood time
to do it because you did not invest too much time in configuration and installation
yet (e. g. the TopspIN is not installed and configured so far). All other partitions are
usualy empty at delivery of the PC and you can re-partition them or assign differ-
ent drive letters. An other file system format is FAT32 that has the advanced of
none maximum partition size and that could be read by windows 9x, NT and 2000.

12.1.2 Converting partitionsfrom FAT to NTFS

You seethat in our case, both C: and D: already have the NTFS file system. If, on
your system, partition D: or any other partition on which you want to store NMR
datais FAT, you can change that from the Disk Administrator. Just click

All Tasks— Format from the Action menu, select the NTFS file system and Start
formatting.

I Be awarethat thiswill erase the entire partition.

m TheC: drive cannot be converted from the disk administrator. It can, however, be
scheduled for conversion during the next boot up. In this way, the entire contents
of C:, like Windows XP, will remain intact. Important: Thisisagain acritical oper-
ation concerning power loss. If the conversion runs and the power goes away it
will render the disk unusable and Windows XP must be re-installed. So it might be
a good idea your PC to connect to an Uninterrupted Power Supply before you
move on.

To convert a drive from FAT to NTFS without loss of data, start a Command
Prompt from the command menus:. Then type the following command on the com-
mand line and press return:

convert «<drive:> /fs:ntfs

The system will ask you to schedul e the actual conversion for the next boot-up and
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you will reply with 'y’ as shown below:

ommand Prompt

C=~>convert c: ~fsintfs
The type of the file system is FAT.
Convert cannot gain exclusive access to the C:= drive.

s0 it cannot convert it now. WYould wyou like to
schedule it to be converted the next time the
zystem restarts (¥Y/NIT? u

The conversion will take place automatically the next time the

system restarts.

LEERN

you do NOT need to re-boot now and wait the 2-3 minutes for it to complete. Just
move on with the operations explained in the next chapter. The conversion to
NTFS will automatically be done during the next re-boot.

12.1.3 Cutting down the re-boot time

1. Click Sart — Control Panel — double click on System

A window ’System Properties’ will appear:

2. Click Advanced — Startup and Recovery:

Startup and Recovery.

System startup

Default operatin

Time ko display list of operating systems: 30

-

Time ko display recovery options when needed: | 30

System Failure
Write an svent ta the system log
Send an administrative alert
Automatically restart

‘Write debugging information

Small memary dump (64 KB) -

Small durnp directory:
Sy stemR ook | Minidump

To edit the startup options file manually, click Edit.

The default entry for the time the system waits for your boot selection during boot
up is set to 30 seconds. You can set this entry to 5 seconds which is usually enough
to select adifferent boot mode (or partition) if you want to do that.

3. Click OK
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| In order to run TOPSPIN, you must setup the network (TCP/IP protocal), even if

your PC is not connected to a spectrometer or to the laboratory network.! You can
setup the network as a so-called Domain scenario or as Workgroup scenario. This
chapter describes the Workgroup scenario.

13.1 TCP/IP configuration

This chapter describes how to install both the laboratory network (Workgroup sce-
nario) and the spectrometer internal network for a’hp workstation xw4400'. The
description for other PC’s with a different Ethernet card might be alittle different.
Before you start, make sure all network hardware components (network card,
adapter, cables etc.) are properly connected. Then make a list of the following
information:

« |Paddressfor the PC in the laboratory network

« subnet mask of the laboratory network

¢ DNS domainname of the laboratory network

e [P address of the DNS nameserver(s) (if a nameserver exists)

1. The TOPSPIN license requires TCP/IP to be installed.

157
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« |Paddress of the default gateway (if a default gateway exists)

If your PC is not physically connected to the laboratory network, you can use any
| P address, subnet mask and domainname for the (external) network configuration.
A frequently used I P address for such a’standalone’ computer is 192.168.0.1. This
address is not assigned to any network computer (by world-wide-agreement).
However, for the spectrometer internal network, you must use the values as speci-
fied below.

Perform the following steps according to the necessities of your setup:

13.1.1 Create a New Network Connection

1. LoginasAdministrator

© 0o N o gk~ wDd

Click Sart — Control Panel — Network Connections

A window Network Connections will appear

Click on Create a new connection on the left side of the window

A window Network Connection Wizard will appear — NEXT

Enable Connect tothe Internet — NEXT

A window Now Getting Ready will appear

Enable Connect using a broadband connection that is alwayson — NEXT

A window Completing the New Connection Wizard will appear — Click FIN-
ISH

13.1.2 Configuring the TCP/IP of an existing Network Connection

1. LoginasAdministrator

N o g s~ wDd

Click Sart — Control Panel — Network Connections

A window 'Network Connections’ will appear

Highlight the connection you want to configure — File — Properties
Highlight the TCP/IP entry and click Properties

The window ’Internet Protocol (TCP/IP) Properties will appear:
Enable’Use the following IP address
b) Inthefield IP Address: enter the IP address of your computer

¢) Inthefield Subnet Mask: enter the subnet mask of your network
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f)
9)

h)
i)

e.g. 255.255.255.0 or 255.255.0.0

In the field Default Gateway: enter the |P address of the Default Gateway
in your network (if available)

If you have a nameserver:
* Inthefield Prefered DNS Server enter the | P address of the nameserver

« |If you have a second nameserver enter his IP address in the field * Alter-
nate DNS server’

Click Advanced — DNS
Enable the field Append these DNS suffixes (in order) — Add
e Inthewindow ' TCP/IP Domain Suffix’:
Enter the network domainname — Add
Click OK
If the question appears:

"This connection has an empty primary WINS address. Do you want to con-
tinue? - YES— OK - OK — CLOSE

13.1.3 Configuring the TCP/IP with DHCP of an existing Network
Connection

This chapter describes how to configure the TCP/IP of an existing Network Con-
nection for DHCP (Dynamic Host Configuration Protocol)

1. LoginasAdministrator

o gk~ w D

Click Sart — Control Panel — Network Connections

A window 'Network Connections’ will appear

Highlight the connection you want to configure — File — Properties
Highlight the TCP/IP entry and click Properties

The window 'Internet Protocol (TCP/IP) Properties’ will appear. Select the

options:

« Enable|P address automatically
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Enable DNS server address automatically
Internet Protocol (TCP/IP) Properties ‘E”gl
General | Alleiate Configuration

“ou can get IP settings assigned automatically if pour network. supparts

this capabiity. Otherwise, you need to ask your network administiator for
the appropiiate IP settings

(O Use the following IP address

]
L. ]

(% Obtain DMS server addiess automatically

(0 Use the follawing DMS server addissses

L ]

L. ]

7. Click on Advanced. A window 'Advanced TCP/IP Settings' will appear

Advanced TCP/IP Settings

IF Setings | ONS | wINS | Optiores
IP addresses

IP address
DHCF Enabled

Subnet mask

Diefault gateways:

Gateway

Metiic

Automatic metric

Add.
L]

8. Ensure that the Default gateways box is empty. If not: select each entry and
click on the Remove button.
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9. Select the DNS tab.

Advanced TCP/IP Seitings 2]

IP Settings | DMS | wiINS || Options
DNS server addresses, in order of use:
Add
The fallowing thize seitings are applied to all connections with TCRAP
natled. For resolution of unqualiied names:
(%) Append primary and connection specific DNS suffives
[ 4ppend parent suffiues of the primary DNS suffis
(O Append these DNS suffives (in order):
DS sulfis for this c
[] Redister this connection's addresses in DNS
[T Use this connection's DNS suffix in DNS registiation

10. Select the Register this connection's addressesin DNS option.

11. Check that the DNS server addresses, in order of use and Append these DNS
suffixes (in order) boxes are empty. If not: select each entry and click the
Remove button.

12. Select the WINS tab.

13. The WINS addresses, in order of use should be empty. If not: select each
entry and click the Remove button.

14. Click > OK —- OK — CLOSE
15. If you are asked to restart your computer: Click Yes.

16. After your computer has been restarted, Windows will automatically request
network information from the DHCP server.

13.1.4 Configuring the TCP/IP of the Spectrometer Control:

1. LoginasAdministrator

Click Sart — Control Panel — Network Connections

A window 'Network Connections’ will appear

Highlight the connection you want to configure — File — Properties
Highlight the TCP/IP entry and click Properties

The window ’Internet Protocol (TCP/IP) Properties will appear:

o gk~ W DN
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e Inthefield IP Address. enter 149.236.99.1
* Inthefield Subnet Mask: enter 255.255.255.0
For the spectrometer network ONLY THESE VALUES ARE VALID!
Do not choose different settings for the IP address or Subnet mask.
» Leavethe Field Default Gateway empty
7. Click OK

If your PC controls a spectrometer we recommend to do the following:

1. Click Sart — Control Panel — Network Connections
2. A window 'Network Connections’ will appear:

a) Select the Adaptor to which the spectrometer CCU is connected. Thisis nor-
mally, but not necessarily Adaptor 2.
b) Right mouse click — Properties

¢) Disable the entry Client for Microsoft Network (TCP/IP) by clicking on
the’+’ sign to the left of the entry

13.2 Changing the hostname of the computer and its effects

If you want to change the hostname of your PC you can do this in the following
way. IMPORTANT: You also have to change the text-file:

<TOPSPI NHOVE>\ conf\ nnT super user

This file contains the computer-name and the Windows XP user which is the Top-
sPIN-SUPERUSER. You can edit and change this file with anormal text editor like
notepad if you are logged in as the Windows XP-user which is the NMRSUPE-
RUSER.
1. LoginasAdministrator
2. Click Start — Control Panel — Network Connections
3. A window ’'Network Connections’ will appear:

a) Click Advanced — Network Identification

b) A window ’System Properties’ will appear

c) Click Network Identification — Properties
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d) Inthefield Computer Name: enter the new hosthame

Note that the first character must be alphanumeric and under scores are not
allowed!

e) Click OK
4. A window "Network Identification” will appear:
* Click OK
5. In the window ' System Properties':
* Click Close
6. A window ' System Setting Change’ will appear:
« Answer the question if you want to restart the computer now by clicking Yes

7. If you have Floating licenses you must change the hostname in the file
i cense. dat. By defaultitresidesinC: \ f | ex] m Bruker\1i censes.
You can do thisin the following way:

a) Click Start — All Programs — Accessories— Command Prompt
b) Enter:cd c:\flexl m Bruker\licenses
c) Enter:notepad |icense. dat
» Changethe hostname in the SERVER line, then save and exit the file.

Of course, you can aso change the license file from the Explorer. We have cho-
sen the Command Prompt because the Explorer might add the (hidden) exten-
sion . t xt to the filel i cense. dat which makes it unusable (see chapter
16.1.3).

13.3 Network diagnostic commands

Hereisalist of the most important network diagnostic commands as they can be
entered from the Command Prompt:

e arp - displays or modifies the IP to physical address translation tables

* host nane - displays the name of the current host

* ipconfi g - displaysinformation about the current TCP/IP configuration
* net st at - displays protocol statistics and current TCP/IP connections

e pi ng - checksif adestination host is receiving TCP/IP packets
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e rout e - maintains and displays routing tables

e tracert -displaystheroute packets take to a destination host
e net start -displaysal running services

 net use -display current network connection

e nbtstat -a-displaysall registered NetBIOS names

13.4 Accessing remote filesand directories

13.4.1 Sharing directoriesfrom a Windows XP host

Network operations under Windows X P primarily takes place via the Windows XP
sharing mechanism. For example, you can share the data directory c: \ dat a on
nthost_a by taking the following steps:

1. LoginasAdministrator on nthost_a
2. Opendrive C: inthe Explorer
3. Right-click on data
4. A popup window will appear:
Click Sharing and Security
5. A window ’'Data Properties’ will appear:
a) Click Sharethisfolder
» Accept the default shared name data, or enter any other name
e Optionally, you can enter a comment
b) Optionally, you can set a user limit and/or shared permissions
(note that the default permissions are Full Control for Everyone)
¢) Click OK

The directory c: \ dat a can now be accessed from any Windows XP host in the
network, e.g. from nthost_b, in the following way:

1

1. Loginon nthost_b as normal user
2. Click theicon My Networ k Places on the desktop

1. Thisisthe name under which the directory can be accessed from other hosts
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13.4.2

3. A list of hostsin the network will appear:
* Double-click theicon of nthost_a
4. A window "Enter Network Password’ will appear:
a) Inthefield Connect As. enter the name of any user on nthost_a
b) Inthefield Password: enter the password for this user
— A ligt of shared partitions/directories will appear
(The network password is only requested for the first connection).

Now you can:
» Accessthe remote directory asif it were local
« Copy the remote directory or any sub-directory or fileinit, by dragging the

corresponding icon into any target directory window (assuming you have
the write permission in the target directory).

Notethat the latter is only useful if the remote directory is not permanently shared.

Enabling and disabling Simple File Sharing

A PC under Windows XP Professional that is joined to a workgroup has the Sim-
ple File Sharing enabled by default. The Simple File Sharing is located in the
folder's properties. When you set the Simple File Sharing the share and the file per-
missions are configured.

A Windows XP Professional PC that isjoined to adomain use only the classic file
sharing and security interface.

If you disable Simple File Sharing, the Shared Documents feature is not turned off.

You have more control over the permissions to individua users, if you disable the
Simple File Sharing, However, you must have advanced knowledge of NTFS and
share permissions to keep your folders and files secure.

It isrecommended that you share folders only on the network within your user pro-
file that remote users on other computers need to access. Never ever share the root
of your system drive. In this case your computer is more vulnerable to malicious
remote users.

To turn Simple File Sharing on or off:
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1. Double-click My Computer on the desktop.
2. Click on Tools, select Folder Options.
3. Click the View tab, then click to clear the Use Simple File Sharing (recom-

mended) check box to disable Simple File Sharing.
Click OK.

L evels of Access
There are five levels of access:

1

o > 0N

Level 1: My Documents (Private)

Level 2: My Documents (Default)

Level 3: Filesin shared documents available to local users

Level 4: Shared Files on the Network (Readable by Everyone)

Level 5: Shared Files on the Network (Readable and Writable by Everyone)

InLevels 1, 2, and 3 folders are available only to a user who islogging on locally.
Levels 4 and 5 folders are available to users who log on locally and remote users
from the network .

You can have the following permissions:

Access Everyone Owner System Administrators Everyone
Leve (NTFS/File) (Share)

Level 1 no Full Full no no
Control Control

Level 2 no Full Full Full no
Control Control Control

Level 3 Read Full Full Full no
Control Control Control

Level 4 Read Full Full Full Read
Control Control Control

Level 5 Change Full Full Full Full

Control Control Control Control



Windows XP Networking 167

1. Level 1. My Documents (Private)

Only the owner of the file or folder has the permission to read and write to the
file or folder. All subfolders that are contained within afolder that is marked as
private remain private unless you change the parent folder permissions. The op-
tion to make a folder private is only available to a user account in its own My
Documents folder.

To Configure afolder and all of thefilesinitto Level 1.
a) Right-click the folder — click Sharing and Security.
b) Click to select the M ake this Folder Private check box — click OK.
2. Level 2 (Default): My Documents (Default)

Only the owner of the file/folder and alocal administrator have the permission
to read and writeto thefile/folder. Thisisthe default setting for all of the folders
and filesin each user's My Documents folder.

To configure afolder and al of thefilesin it to Level 2:
a) Right-click the folder — click Sharing and Security.

b) Ensure that both the Make this Folder Private and the Share this
folder on the network check boxes are cleared — click OK.

3. Level 3: Filesin Shared Documents Available to Local Users

Files are shared with users who log on to the computer locally. Local adminis-
trators and Power Users can read, write, and delete the filesin the Shared Doc-
uments folder. Restricted Users can only read the filesin this folder. In order to
alow Remote Users to access folders/files at Level 3, you must share them out
on the network (Level 4 or 5).

To configure afile/folder and all of thefilesinit to Level 3:
a) Start Microsoft Windows Explorer

b) Copy or move the file/folder to the Shared Documents folder under My
Computer.

4. Level 4: Shared on the Network (Read Only)

For everyone on the network and local users (including the Guest account (if ac-
tivated)) the files are shared to read. But they are not allowed to modify the con-
tents. User that can connect to the computer on the network are able to read and
change thesefiles.

To configure afolder and all of thefilesin it to Level 4.



168 Windows XP Networking

a) Right-click thefolder — click Sharing and Security.
b) Click to select the Share this folder on the network check box

¢) Click to clear the Allow network user sto change my files check box —
click OK.

5. Level 5: Shared on the Network (Read and Write)

This level is recommended only for a closed protected network that has a fire-
wall configured.

Thislevel isthe most available and least secure of all accesslevels. Any user can
read, write, change, or delete afile in afolder shared at this access level.

To configure afolder and all of thefilesinitto Level 5:
a) Right-click the folder — click Sharing and Security

b) Click to select the Share thisfolder on the network check box — click
OK.

NOTE: All NTFS permissions that refer to Everyone include the Guest account.

13.4.3 Sharing directoriesfrom a UNIX host usng Samba

If you are logged in on a Windows XP host, you can access data which reside on a
UNIX host, using the sharing mechanism. This, however, only worksif the Samba
package is installed on the UNIX host. For further information please see the Top-
SPIN Installation Guide for Linux. You can download this Installation Guide as the
up to date version from the Bruker web-server:

http://ww. bruker-bi ospi n. de/ NMR/ nnr -
sof t w passwd/ docu/ i ndex. ht n

13.4.4 Mounting Windows XP partitionsfrom a UNIX host using NFS

If your PC is controlling a spectrometer, installation of the Hummingbird NFS
Server ismandatory. The partition C. \ Br uker\ Di skl ess\ cl i ent s\ spect

is mounted via NFS by the spectrometer CCU (which isaUNIX host). In the same
way, you can mount any Windows XP partition or directory on any UNIX host.
Proceed asfollows:

1. Export the Windows XP partition as described in chapter 6.6.1. In step 4, you
must enter the partition and, optionally, the UNIX host(s) to which it must be
exported.


http://www.bruker-biospin.de/NMR/nmrsoftw/passwd/docu/index.html
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2. Onthe UNIX host:
a) OpenaUNIX shell
b) Typesu to become superuser
c) Create amount directory, e.g. nkdi r / ntdata
d) mount the partition, e.g.:
e onSGl:nount nthost:/c/data /ntdata
e onX32:nount -f NFS nthost:/c/data /ntdata

Note that, if the pathname on the Windows XP hosts contains uppercase let-
ters, these must aso be specified with the mount command.

13.45 FTP

Network transfer under Windows XP is generally done via the directory sharing as
described in chapter 13.4.1 and 13.4.3. Nevertheless, Windows X P supports trans-
fer viaFTPR Just enter 'ft p host name’ from a Command Prompt and you can
transfer files.

13.4.6 Telnet

Windows XP contains at el net command for remote login. Just enter t el net
host name in a Command Prompt to login to aremote host. The telnet command
can only be used to login from your PC to aremote host (e.g. a UNIX host) but not
vice versa.

With Windows XP it is also possible to do atelnet login to a Windows XP compu-
ter but thisfeature is not very convenient.

13.5 Outlook Express

Alternatively to printing and faxing diagnostics results to Bruker BioSpin or some-
where else, you can send the same information via electronic mail. For this to
work, the spectrometer PC needs access to the Internet, i.e. to an Internet gateway
in your local network.

Install a program that allows for composing and sending e-mail messages. If you
have Microsoft I nternet Explorer 6.0 or newer, we recommend to ingtall it. Inter-
net Explorer is bundled with an e-mail application called Outlook Express.
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13.5.1 Installation and configuration of Outlook Express

Outlook Express gets automatically ingtalled with Microsoft Internet Explorer 6.0
or newer.
e Open Sart — All Programs —Outlook Express

« or double-click the Outlook Expressicon on the desktop.

Supply all parameters asked for by the setup wizard. Contact your network admin-
istrator if you are not sure what to fill in.

Select Options from Outlook Express’ Tools menu and configure the General Set-
tings as shown below.

Signatures Security Connection Maintenance
General Read Receipts Send Compose
General

‘wihen starting, go directly to my ‘Inbox’ folder
[ Hatify me if there are any new newsgroups
Automatically dizplay folders with unread messages

[ &utornatically log an to Windows Messenger

Send / Receive Messages
o v i
Play zound when new messages arive
Send and receive messages at startup
[#] Check for new messages every 30 2| minute(z]
If my computer is not connected at this time:

Connect only when not working offline v
Y & select

Diefault Messaging Programs

%3 (Th\s application is the default b ail handler j
Y

This application is the default Mews handler

[ 1] I[ Cancel I[ Apply ]

Outlook Express version 6 is able to handle the default mail handling and the sim-
ple MAPI client as one. It is sufficient to enable the setting as default mail program

Do not reboot the computer now. Open the Options interface again, switch to the
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Send page and select the topics as shown bel ow.

Save copy of sent messages in the "Sent ltems' folder
Send meszages immediately
[] Automatically put peaple | reply to in my Address Boak
Automatically complete e-mail addresses when composing
Include message inreply

Beply to messages using the format in which they were sent

Signatures Security Caonnection M aintenance
General Fead Fleceipts Send Compose
Sending

Intermational S ettings.

select
Mail Sending Format
q‘:' O HTHL I HTML Settings... I [F‘\a\n Text Settings...]
Mews Sending Format
‘- OHTHL [ HIML Settings ] [P\a\n Text Settings ]
(®) Plain Texgt
I ak I l Cancel l l Apply l

Switch to the Security page and disable Warn me when other applications try to

send mail as me, then reboot the computer.

21x|

General | Read I Receipts | Send I Compose I Signatures I
Spelling Securty Connection Maintenance
irus Protection
@ Select the Internet Explorer security zone to use:
© Intemet zore [Less secure, but more functional A
e : | disable

% Restricted sites zone [More secure]

[~ Wwain me when other applications iy to send mail as me.j

¥ Do nat allow attachments ta be saved o opened that could
patentially be a vins.

Secure Mai

documents that allow you to prove your identity in
electronic fransactions.

Ta digitally sign messages or receive encrypted
messages, you must have a digital |D.

% Digital 1Dz [also called certificates] are special

Tell me mare...
Digital IDs...
Get Digital ID..

™ Encrept contents and attachments for all outgoing messages
[~ Digitally sign all outgoing messagss

Ok | Cancel I

Lpply |

To disable thiswarning might be a security leck. If

you do not disable thiswarning,

you get awarning every time if ICON-NMR send an e-mail.

13.5.2 Sending an e-mail with Outlook Express

Fill in the correct recipient’s address.
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¢ Click the Send button.

If you want to use an e-mail application not mentioned here, make sure it has some
"use assimple MAPI client’ feature and activate it.

13.6 Ingtalling the TopsPIN in a Windows XP Domain

Windows XP provides two different security scenarios for computer networks, the
Workgroup and the Domain scenario. With a Workgroup scenario, each computer
has its own local security database of user accounts and passwords. This means
that users from workstation A are not known at workstation B. They might have
the same name on both workstations but internally they are represented by two dif-
ferent security identifiers. Users from workstation A can access files on worksta-
tion B via the sharing mechanism (see chapter 13.4.1). The Workgroup scenario is
typically used for small networks. For large networks, the Domain scenario is usu-
aly preferred. In this case, one computer (the Domain Controller, DC) maintains
the security database for an entire group of Windows XP Computers. A Domain
user can log on at each workstation in the Domain with a single account and pass-
word. Furthermore, the Domain Administrator’s account has administration rights
on every computer in the Domain. Nevertheless, a loca Administrator account
exists on each computer for local administration tasks.

Bruker BioSpin TopspIN fully supports both security scenarios. The description of
the TopsPIN installation in chapter 6.4 is valid for a Workgroup scenario. This
chapter describes the additional installation steps which are required for a Domain
scenario. The NMR Superuser (see chapter 6.2), which is specified during the
installation of ToPsPIN can now be a local account or a Domain account. In both
cases the NMR Superuser only needs standard access permissions. The installation
of ToPspPIN, however, requires Administrator rights because certain system serv-
ices and two user groups are installed. Furthermore:

TopPspIN must be installed as local Administrator

This means no Domain-wide administrative tasks are done during the installation.
The installation of TopsPIN in a Domain involves the following steps:

1. Make sure that thereisalLocal or Domain account for NMR Superuser, or cre-
ate one.

2. Instalation of ToPspPIN by the local Administrator.
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3. Creation and configuration of global groups of NMR users by the Domain
Administrator.

4. Make surethat all nmr users have an existing HOME directory

As an example, we use a Domain WNMRLAB with two workstations; \NTSPEC
which controls a spectrometer and \NTPROC which is used for processing. The
security database resides on the Domain Controller \BOSS. Step 2, the installation
of TopsPIN is the same on WNTSPECT and WNTPROC so it will only be described

for \NTSPEC.
\'\ BGSS
W n- Ser ver
Donmai n
Control | er (DC)
\WNMRLAB
\\ NTSPEC \\ NTPRCC

XP- Pr of essi onal XP- Prof essi onal

TopSpi n TopSpin
Dat ast ati on
Spect ronet er

13.6.1 Creatingan NMR Superuser account

Before you install TopsPIN, you have to make sure that there is an account for
NMR Superuser. If there is none which you like to use, create a new one. Accord-
ing to your preference this can either be alocal or a Domain account.

a) Creating alocal NMR Superuser account
If you prefer alocal NMR Superuser, do the following:

1. Log on at Windows XP Professional Workstation \NTSPEC as the local
Administrator or any other user who has User Administration rights, select-
ing \ANTSPEC as Domain.
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2. Open the User Manager and create an account for the NMR Superuser, e.g.
with the name nmrsu. (see also chapter and 9.1).

b) CreatingaDomain NMR Superuser account
If you prefer aDomain NMR Superuser, do the following:
1. Log on at the Domain Controller \BOSS as the Domain Administrator.

2. Open the User Manager and create an account for the NMR Superuser, e.g.
with the name nmrsu (see aso chapter and 9.1).

Notethat the installation of TopspIN, which must be done aslocal Administrator,
relies on thefact that the NM R Superuser was correctly installed. It cannot check
if aDomain NMR Superuser really exists.

¢) Installing TOPSPIN
The instalation of TopsPIN involves the following steps:
1. Logonasloca Administrator on Windows X P Professional \NTSPEC.
2. Install the TopsPIN as described in chapter 6.4.

During theinstallation process, you will be asked for the NM R Superuser. Enter
the name of the NM R Superuser account as created before (see chapter 13.6.1).

After the installation process, NMR users cannot start TOPSPIN yet. First they
must be added to the local group NmrUser. Users with aloca account, e.g. lo-
calnmrusera can simply be added to NmrUser as described in chapter 9.1.3.
However, for userswith aDomain account, which istypical in aDomain scenar-
io, we recommend to use global groups as described in chapter 13.6.2.

13.6.2 Installing global user groups

The TopPsPIN installation program creates a local group NmrUser. Each user who
wants to use ToOPSPIN must be a member of this group. Domain users could be
added individually to the local group NmrUser but, in a network with many Work-
stations and varying users, this would be an elaborate task. Therefore, we recom-
mend to create so called global user groups. Global groups are created by the
Domain Administrator on the Domain Controller. Each global group contains
users who are alowed to do certain tasks, e.g. start TOPSPIN on a specific spec-
trometer or datastation. These global groups are then added to the local group
NmrUser on the various Workstations in the network. In our example, the Domain
Administrator creates the global groups SpecUsers and ProcUsers which are then
added to the local group NmrUser on WNTSPEC and \NTPROC respectively. After
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that, for example, the global user spec_usera can control the spectrometer from
Workstation \NTSPEC. By managing these global groups on the Domain Control-
ler, the Domain Administrator can control which users can use the spectrometer
and which can use the datastation. In practice, one global group will be added to
the local group NmrUser on several Workstations and NmrUser on one Worksta-
tion can contain several global groups.

\\BOSS Wn XP Server

d obal groups:
SpecUser
ProcUser

Mermbers of SpecUser
spec_usera
spec_userb

\'\ NMRLAB
\'\ NTSPECT \'\ NTPRCC
Wn XP Prof essi onal Wn XP Prof essi onal
G oups: G oups:
Adm ni strators Administrators
NVRSuper User NVRSuper User
Menbers of NVRUser Menbers of NWVRUser
Local nnruser a Local nnrusera
NVRLAB\ Spect User NVRLAB\ Pr ocUser

The installation of the global user groups involves the following steps:

1. Log on at the Domain Controller as Domain Administrator.
2. Create the global groups SpecUser and ProcUser.

3. Logon aslocal Administrator at workstation WNTSPEC, selecting \NTSPEC as
Domain.

4. Add the global group NMRLAB\SpecUser to the local group NmrUser as
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described in chapter 9.2.4.

5. Repeat step 3 and 4 for W\NTPROC adding NMRLAB\ProcUser to the local
group NmrUser.

13.6.3 Check for the HOME directory of every nmr users

There aretwo possibilities for the HOME directory of an user, local on every PC or
fixed on one PC in the domain. Bruker supports both scenarios, the last oneis alit-
tle bit more convenient, because the resource file (used by command 'setres’) of
ToPSPIN is stored in the home directory of the user. If there are individual settings
it is easier to have to create this file only once and use it on all TopsPIN installa-
tions of the windows domain.

Note that the configuration of ToPSPIN relies on the fact that the given HOME
directory of an user exists. The HOME directory cannot be created by TOPSPIN.
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Printers must be installed at a Windows XP level and can then be used in TOPSPIN
and TOPSPIN PLOT EDITOR.

14.1 Installing a new local printer

Installing a loca printer implies installing the software, e.g. the printer driver for
that printer. You can get printer drivers from various sources:

1

From aCDROM or floppy which was delivered with the printer:

Please follow the instruction in the printer installation guide. If you do not have
one, just insert the floppy or CDROM. The Setup program might start automat-
ically. If it does not, open the Explorer and find a file named Set up or
I nstal | andclick it.

From the Web:

Just go to the manufacturers Web home page, eg. www. hp.com
WWW. canon. com or www. epson. com and look for Download or Drivers.
Usually, an executable file can be downloaded which can be unpacked and
installed, simply by clicking on it.

From the Windows XP CDROM:

If you do not have a CDROM or floppy with printer software and no Web
access you can install a printer driver from your Windows XP CD. You will get
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alist of printers for which adriver was available at the time your Windows XP
version was released. If your printer type does not appear, you can select a
related printer. However, Bruker BioSpin does not guarantee that thiswill work
(see chapter 14.1.1 for install ation ingtructions). Note:

Bruker BioSpin does not supply printer drivers for Windows XP!

14.1.1 Installing a printer from the Windows XP CDROM

A large number of printer drivers are available on the Windows XP CDROM. Note
that these are the drivers which were available at the time Windows XP was
released. For older printers these are usualy valid. For newer printers the drivers
might not be on the CD or better drivers might be available. Please use drivers
delivered with the printer or from the Web whenever possible.

You can install a printer from the Windows XP CD as follows:

1. LoginasAdministrator
2. Click Sart — Printersand Faxes
3. A window 'Printers’ will appear:
* Double-click theicon Add Printer
4. A window 'Add Printer Wizard’ will appear: — Click NEXT

a) Click Local Printer, enable Plug and Play search mode if you want that the
system looks for a new printer — Click Next

b) A window 'New Printer Detection’ will appear
« if the system finds aright printer — Click Next

« if the system does not find a printer define it manually during the next
steps — Click Next
c) Select the port to which the printer is connected — Click Next
d) Inthefield Manufacturers: select the manufacturer of the printer, e.g. HP
e) Inthefield Printers: select the type of the printer

If your printer does not appear in the list, select arelated printer type or click
Cancel and get the driver from the Web.

f) Click Next

0) Inthefield Printer Name: enter the name under which you want to use the
printer (or accept the default name)
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h) If other printers are already installed, you will be asked if the new printer
must be the default printer:

e |f you want to use this printer as default printer — Click Yes

« If you do not want to use this printer as default printer — Click No
i) Click Next
j) ’Printer Sharing’: Do one of the following:

If the printer must be available for other computers in the network:

¢ Click Shared

« Inthefield Share Name: enter the name by which the printer can be
accessed from a remote host, e.g. viola_deskjet

¢ Click Next

« A window 'Location and Comment’ appears. Write in some informa-
tions about the location, the printer administrator and individual print-
er specifications (e. g. the fax-default-printer etc.) — Click Next.

If this printer should only be used on the local computer:

» click Not shared.
k) Click Yes (to print atest page) — Click Next — Click Finish

5. If thewindow ’Insert disk’ appears:

* Insert the CDROM "Windows XP Professional’ — Click OK
6. A window 'Files Needed' will appear:

e Click OK (to copy the Driver files for your printer from the CD)
7. A new icon will appear in the window ’Printers (see step 3):

a) Click the right mouse button on the new printer’sicon

b) Click Printing Preferences in the pop-up menu
8. A window 'Printing Preferences’ will appear:

a) Click Advanced

a) Click inthe Field Paper Size

b) Select the correct paper size for your printer

¢) Click OK — OK

Step 8 makes sure that applications like Word, Excel, Paint and TOPSPIN ... will use
this paper size as defaullt.
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14.2 Remote printing from a PC toa PC

14.2.1 OnthePC towhich the printer isphysically connected

If the printer is not installed yet:
« Install the printer as described in chapter 14.1. During this installation you
have to choose between "shared’ and 'not shared’; click Shared
If the printer is already installed asalocal printer:
a) LoginasAdministrator
b) Click Sart — Printersand Faxes
¢) Click the right mouse button on the printer icon and select Sharing ...
d) A window '<printer name> properties’ will appear:
e Click Shared

* Inthefield Share Name: enter the name under which the printer can be
accessed on the network, e.g. viola_deskjet

* Click OK
€) Closethewindow 'Printers by clicking the X button

14.2.2 On the PC from which you want to print

1. Click Sart — Printersand Faxes

2. A window 'Printers’ will appear:
* Double-click theicon Add Printer

3. A window 'Add Printer Wizard’ will appear:
a) Click Network printer
b) Click Next

¢) A window ’'Locate your printer’ will appear, enable one of the three fields
under the point *What Do You Want To Do’

e ’Find a Printer in the Directory’ is a powerful search tool that is looking for
a printer with the properties you want in the active directory if you are mem-
ber of domain

» Click Next, awindow 'Find Printers will appear:
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e Choose the domain path in the field ' In’

* Inthe menu’Features’ you have the possibility to enable some addi-
tional search modes like resolution, paper size etc.

» Click Find Now
e ’'Typethe Printer Name ...’

» Use this option if you already knows whats the name of the printer you
want to install (use the form //<Print-Server>/<Printer-Name>) or if you
want to start a search in the subdomain of your network

¢ Click Next
« ’'Connect to a Printer ...

« Use this option if you want to connect to a internet printer that has an
own URL address

Wait until list of shared printers on that UNIX host appears. If this list does not
I appear within one minute, click the Network Connections icon on the desktop
- and try to connect to the remote host. Then go back to the window ' Connect to

printer’, click the remote host again and see if get alist of shared printers now.

4. Thewindow ’Add Printer Wizard’" will appear:
a) Do one of the following:
e Click Yesif you want to use this printer as default printer
e Click No if you do not want to use this printer as default printer
b) Click Next, click Finish

14.3 Remote printing from a UNIX host toa PC

14.3.1 OnthePC towhich the printer isphysically connected
Install the printer as described in chapter 14.2.1.

1. LoginasAdministrator

2. Insert the CDROM "Windows XP Professional’

3. Close the window 'Windows XP CDROM'’ by clicking Exit
4. Click Sart — Control Panel — Network Connection
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5. A window 'Network and Dial-up Connection’ will appear:
« Click on the pull down menu Advanced — Optional Network Component
6. A window 'Optional Network Component’ will appear:

» Enable Other Network Fileand Print Services
« Click on Networking Servicesto highlight it then click Details
« enable Simple TCP/IP Services — OK

* The check box for Other Network File and Print Services is now white
and that one for Networking Services grey and both have atick, click Next
7. Click Sart — Control Panel — Administrative Tools — Services
8. A window ’Services' will appear:
a) Scroll down and check the following entries:

e Simple TCP/IP Services
e Print Spooler
e TCP/IP Print Server
If one of these entriesis set to manual:

e Click that entry to highlight it

e Click Action — Properties — Sartup type — select Automatic —
OK

9. Click Sart — Turn Off Computer — Regtart — Yes

14.3.2 On the UNIX host from which you want to print
On the UNIX host, you must setup a network printer as follows:

1. Open aUNIX shell
2. Become superuser; typesu
3. Editthefile/ et ¢/ pri nt cap and make an entry like:

| aserjet|HP :\
:rmevi ol a. net x. applic.com\ 1

srp=hplj4nm:\
:sd=/usr/spool /| pd/ hplj4m :\
:sh:

=

Depending on your network you must enter hostname or hostname.domainname
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where:
« laserjet isthe name for the printer on the UNIX host
« viola.netx.applic.comis the hostname.domainname of the PC
* hplj4ml is the name of the printer on the PC
4. Create the spooling directory which is specifiedin/ et ¢/ pri nt cap:
a nkdir -p /fusr/spool /I pd/hpljd4m
b) chown daenon. daenon /usr/spool /|1 pd/ hplj4m
¢) chnod 770 /usr/spool /| pd/ hplj4m

More information on network printing under UNIX can be found in the manual
net pri nt whichisavailable on:

http: //www.br uker -bi ospin.com/documentation_nmr.html

and as 'Network Printing’ in the TopspIN online help.

14.4 Installing a printer with a JetDirect print server

If your printer is connected to the network via a HP JetDirect print server, you
must install it in the following way:
1. LoginasAdministrator
2. Instal the Service Microsoft TCP/IP Printing as described in chapter 14.3.1.
3. Click Sart — Printersand Faxes
4. A window 'Printers’ will appear:
» Double-click theicon Add Printer
5. A window 'Add Printer Wizard’ will appear:

a) Click Next — Local Printer, disable’ Automatically detect and install my
Plug and Play Printer’, click Next

a) Enable Create New Port select Type L PR Port — Next
6. A window 'Add LPR compatible printer’ will appear:

a) Inthefield Nameor Addressof server providing Ipd: enter the nameor IP
address of the Print Server.

b) Inthefield Nameof printer or print queueon that server you must enter:
e rawlif you have an internal JetDirect adapter
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e rawl, raw2 or raw3 if you have an externa JetDirect print server,
depending on the JetDirect port to which the printer is connected.

¢) Click OK
7. Inthe window ’Printer Ports':
e Click Close
8. Inthe window ’Add Printer Wizard':
e Click Next
9. Continuetheinstallation as described in chapter 14.1.1, step 4d.
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Chapter 15
Troubleshooting

15.1 General checks

15.1.1 Windows XP Services

The ToPsPIN requires the following Windows XP Services to control a spectrome-
ter. Proceed asfollows:

1. Click Sart — Control Panel — Administrative Tools
2. Double-click Services
3. A window ’Services' will appear:
At least the following services should appear with status Started:
« Bfs
» Bootparam

e Bruker FLEXIm License Server (only if the PC hasalocal license. If the
license server is a remote machine, the FLEXIm service has to be started
only there)

« Hummingbird Inetd

1. These serviceisonly required for AVANCE and AVANCE-II spectrometers.
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« Hummingbird NFS Server !
«  Hummingbird Port Mapper 1
« Bruker DHCP Server 2

e Bruker tftpd32

» Schedule

Note that this list only contains the Services required for the TOPSPIN. Several
other Services are required for Windows XP and possibly for other software
packages on your system.

. If one or more of these services are not running:

» Reboot the computer and check again

. If rebooting does not solve the problem, then proceed as follows:

If bfs and/or bootparam are not running:
e Re-install TopspIN and DISKLESS (see chapter 6.4)
If the Hummingbird NFS Server and/or Port Mapper are not running:
¢ Remove the NFS Server directory
(normally C: \ Program Fi | es\ Nf sSrvr. nt)
¢ Re-install the NFS Server (see chapter 4.3)
If the Bruker DHCP Server is not running:
* Please see chapter 15.6

6. Carefully check the NFS Server configuration (see chapter 6.6).

15.1.2 The Event Viewer

If you have any problems on your Windows XP host, it is always a good idea to
look at possible Events which caused them:

1. Click Sart — Control Panel — Administrative Tools — Event Viewer
2. A window 'Event Viewer’ will appear:

« Click Application L og to see Application Events
« Click System L og to see System Events

1. Thisservice hasto run only on AVANCE and AVANCE-II spectrometers.
2. Thisservice hasto run only on spectrometers with aBSM S rack with ECLB board.
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e Click Security Log to see Security Events
3. Double-click on an Event to get more information on it.

4. Note that Events do not necessarily indicate problems. If fact, there are three
type of events: Information, Warning and Error.

To prevent the Event Log from getting full we recommend to do the following:
5. Click on one of thethree Log’s, e. g. System Log — Action — Properties
6. A window ' System Log Properties’ will appear:
7. Set the’ When maximum log sizeis reached’ to one of the following:

* Overwrite Events as Needed

e Overwrite Events Older than 7 Days

15.2 TopsPIN does not start

If ToPSPIN does not start, you should first ook for an error message in the window
where the TOPSPIN startup messages appear. Then check if you have one of the fol-
lowing problems:

1. A window 'Choose Server or File' appears:

Thefilel i cense. dat was not found. You might have one of the following
problems:

e The FlexIm license manager is not installed
— Install FlexIm license manager from the TopspiN CDROM
* license. dat hasbeen deleted or renamed
— Setup thefilel i cense. dat asdescribed in chapter 7.2.3.
e |icense. dat hasa(hidden) extension. t xt or. exanpl e
— Renamethefiletol i cense. dat
2. If hostid 'O’ or ' ffffffff’ occurs:

You may run Windows X P and your network-adapter has no link to the network.
Establish an link to the network or install the

NW i nk | PX/ SPX/ Net Bl OS Conpati bl e Transport Protocol:
a) Click Sart — Control Panel — Network Connections
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Right-click Local Area Connection xxx
Click Properties — Install... — Protocol — Add

The Sel ect Networ k Prot ocol -menu will appear after some seconds.
Click NWlink ... » OK

After some seconds the Properties-menu will reappear — Click Close

3. 'Cannot connect to |icense server... WnSock Error code...’

Thefilel i cense. dat wasfound, but FlexIm does not run. Maybe:

a) Fleximisnotinstalled: — Install Flexim from the Topspin DV D
b) the Service (Bruker) FlexIm license server is not running:
— Click Start — Control Panel — Administrative Tools

* Double-click Services
e A window 'Services will appear:
¢ Select Flexim..., click Sart

4. 'Server node is down or not responding (-96,379)’

The server could not answer because he is down, the entry <SERVER-NAME>
in'l i cense. dat’ iswrong or the server has been wrong configured:

— Check if the serverinthe’l i cense. dat’ fileisdown:
e Click Start — All Programs — Accessories — Command Prompt

« type’pi ng <SERVER- NAME>' and check if the correct reply occurs:
a) A reply likethis:
Reply from <SERVER |P_ADRESS>. bytes=32 tinme<l0ns
TTL=128 showsthat the server is okay.
b) A reply likethis:"Request timed out’ showsthat the serverisdown

c) Areplylikethis.’Bad | P address <SERVER- NAME>' shows that the
<SERVER-NAME> iswrong or the server is not correctly configured.

— Check if the entry of the server inthe’l i cense. dat’ fileiswrong
(wrong name, blanks, ...), if so correct it.

— Check if the server hasawrong configuration, e. g. TCP/IP protocol or
NetB1OS network serviceis not installed. For thisyou should have alook
at:

e Sart — Control Pand — Networ k Connections
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Click onthe LAN entry of your ethernet card — File — Settings
A window ’Local Area Connections Properties’ will appear

Look if thereis an entry ' Internet Protocol (TCP/IP)’

e Yes?click onit to highlight the entry — Properties

e NO0?seel13.11

A window ’Internet Protocol (TCP/IP) Properties will appear
Click on Advanced

A window ’Advanced TCP/IP Settings' will appear

make sure that the entry ' Enable NetBIOS over TCP/IP’ is enabled

Also click:

Sart — Control Panel — Administrative Tools
Double-click Services

A window ’Services will appear:
make sure that server and TCP/IP NetBl OS have the status 'started’

5. "Cannot find resolution file’

— Reboot the computer and try again

6. 'Invalid license key (inconsistent |icense key)’
Thefilel i cense. dat might contain one of the following errors:

The hogtid in the SERVER line iswrong

The FEATURE line contains the wrong license key, the wrong date
and/or the wrong number of licenses

The hogtid is appended at the end of the FEATURE line
(thisiscorrect for Node Locked licenses but not for Floating licenses, see
chapter 7.1)

7. 'Invalid data returned fromlicense server’

« Hostnameinthefilel i cense. dat isincorrect
8. 'I'nvalid host’
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« Thefilel i cense. dat contains additional characters at the end of the
FEATURE line (after “*)

9. For more information on the FlexIm license manager:

Click Start — run enter c:\fl exl m bruker\ hel p\i ndex. ht m —
Click OK

10. If you do not get the license to run you can the flexlm_diagnostic.cmd script to
send debug information to Bruker BioSpin.:

1. Double click on the icon 'Bruker Utilities on the desktop. A window
Bruker Uilities will appear

2. Double click on the command prompt

Note: Itisnot possibleto usea’normal’ windows command prompt, because
in this 'special’ command prompt of 'Bruker Utilities there are several pa-
rameters and path entries defined.

3. Enter the command:
flexI mdiagnostic.cnd 1>fl exl mdiagnostic. out 2>&1
The script may require 1 minute to execute.

Please send the whole output of the TOPSPIN start window using copy& paste
and the file <topspinhome>\flexim_diagnostic-out.txt to:

nnr - sof t war e- support @r uker - bi ospi n. de

15.3 TOPSPIN troubleshooting

If your current TOPSPIN session has a problem, you can find in this chapter some
instructions how to get rid of this situation.

In order to stop TOPSPIN in case of any problems, the first thing to know is, that it
isusing aclient / server structure. It is possible to start more than one client. This
feature is used for the remote control but can aso be very useful for troubleshoot-
ing!

« The client can be stopped without touching a running acquisition.

To get rid of a ToOPSPIN problems follow the description below. These steps are
increasingly drastic. Please note that this procedure is only necessary in case of
any problems as TopSpin does not react anymore.

1. Create debug information and send it to Bruker BioSpin. For this follow the
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instructions in chapter 15.3.1

2. Open a Windows command prompt and start a second TOPSPIN graphical user
interface with the command:

<t opspi nhome>/topspin -client

<t opspi nhone> isthe TOPSPIN installation directory, in a default installation
thisis C:\ Bruker\ TopSpi n

Does the second ToPSPIN graphical user interface works fine?
* Yes? The problem is solved you can go ahead with TOPSPIN.

Although you can now work with TopSpin you should restart the pro-
gram as soon as possible. Typically wait until the current acquisitionis
finished, then exit and restart TopSpin.

* No0? go ahead with next step
3. Tokill the current TOPSPIN session completely, execute a Windows Command
prompt:
killtopspin
Note, that thiswill stop your TOPSPIN session and therefore also a running acquisition.
4, Start ToPSPIN and go on working.

15.3.1 Send debug infor mation to Bruker BioSpin

If you are in a situation, that TOPSPIN problems appear periodically please send
information about this to Bruker BioSpin. For a successful and fast processing of
incoming emails please make sure that the following information is given:

1. Use TopSpIN command about to get the information about:
e version number
* Server patchlevel
e GUI build number
2. Operating system information
e operating system version (Windows Command prompt command wi nver)
3. A detailed description how to reproduce the problem
4. TopSpPIN internal debug files. To get these files do the following:
Go into the Windows Command prompt where TOPSPIN was started, maximize
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the window and then press the keys Ctrl and Break simultaneoudly. This will
create a debug output within the Command prompt. To mark the whole text,
click with the right mouse button in the Command prompt, a window appears,
select mark all. Press the keys Ctrl and ¢ simultaneously. Open a Text Editor
(e.g. Notepad).

* click on Edit — Paste
* click on File — Save As... and enter aname for thefile
* click on File = Exit

Now it is necessary to pack al available information which Bruker needs to ana-
lyze your problem.

Start TopsPIN and click
Options — Administration — Execution Protocols — savelogs
or enter in the ToPsPIN command linesavel ogs.

A window Execute Savelogs appears.

[ Executs Savelogs R’|

This lool will collect support information about your TOPSPIN installation and send it to Bruker,
Use this tool enly if you have been instrucled lo do so.

Please enter your support token: Augner

! Send result of "savelogs" command lo Bruker FTP server

Culput of savelogs

Files support about your last TOPSPIN session
have been archived in the file
"CADOKUME~1NAUGN~1 BRLNLOKALE~1\Temp\TopspinSupporiFiles_Augner PETZ|_augn_ 200710142247 &
Please send this file to Bruker NMR Software Support for further reference.
Thank youl

| Help _EZEulel Close |

Please enter a support token and click Execute.

You can also use the savel ogs. cnd script which is available under Bruker
Utilities— Miscellaneous.

Click Start — All Programs — Bruker TOPSPIN — Bruker TOPSPIN x.y —
Bruker Utilities — Miscellaneous. Double-click the script filee savel -
ogs. crd’. Please enter a support token (e.g. your last name). The script will
automaticaly generate a’*.tar.gz' file with al available debug information from
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the TopspPIN directories. This file will be stored in the directory:

<USERHOVE>\ Local Settings\ Tenp

Please attach these filesinto an email and send it to this address:
nnr - sof t war e- support @r uker - bi ospi n. de

If the file size is too big you can also put it on the german Bruker BioSpin ftp
server:

ftp://ftp.bruker.de

You have to login with the user name ,ftp' and your email address as password.
Now you are authorized to put files into the directory ,incoming* (or to get files
from the directory ,outgoing'). When you have uploaded filesinto ,incoming' send
an email to

nnr - sof t war e- support @r uker - bi ospi n. de

with the information described above and alist of files you have uploaded onto the
ftp server.

15.4 Communication problems between PC and Spectrometer

If the acquisition (zg, gs, wobb) and/or configuration (cf ) fails, you might have
a communication problem between the Windows PC and the spectrometer.

Different spectrometer hardware requires different troubleshooting procedures. To
find out which spectrometer do you have, check which combination of the follow-
ing boards are present in your spectrometer.

name specific boards Troubleshooting information
AVANCE CCU-RCU chapter 15.5
AVANCE-II CCU-DRU chapter 15.5
AVANCE-I1I IPSO-DRU chapter 15.6

For a convenient classification the respective boards are shown below. Note, the
pictures are just an example, e. g. the EC level can be different.
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Do | have an AVANCE type spectrometer?
Yes, if you have the two boards:

g ccu and . RCU

For troubleshooting
information go to :]
chapter 15.5
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Do | have an AVANCE-II type spectrometer?
Yes, if you have the two boards:

and DRU

For troubleshooting
information go to
chapter 15.5

Do | have an AVANCE-I111 type spectrometer?
if you have the two boards:

For troubleshooting information go to chapter 15.6
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Note: CCU, RCU and DRU have an upright orientation while the IPSO board is
typically horizontally orientated.

In al casesthe first step of troubleshooting should be to check if the spectrometer
is on power and there is a physical network connection between the Windows PC
and the spectrometer.

15.5 Troubleshooting for AVANCE and AVANCE-I |
spectrometers

If the acquisition (zg, gs, wobb) and/or the configuration (cf ) fails, you might
have a communication problem between the PC and the spectrometer CCU. This
chapter isfor troubleshooting of Avance and Avance-11 spectrometers

15.5.1 Hardwarerelated problems

1. Check if the Ethernet cable between the PC and the CCU is properly connected.
— Remove and re-connect the Ethernet cable.

2. Does the connection light come on if you connect CCU and ethernet board in
the PC?

a) If thelight is off

The connection light is one of the three LEDsthat most Ethernet cards have. One
of them, usually in yellow, lights up the same moment that both ends of the re-
spective cable are connected to life devices like a hub or wall socket or a com-
puter.

» Check the cable or the Ethernet card; with some cards you need to reboot the
PC with CCU and Ethernet-board being connected to make the initial con-
nection. If the PC is started without any cable connected to the board some
configurations will disable the card unless configuration takes place (makes
sense for unused cards, however forces us to re-boot more often than we
might want to).

« In some cases the auto-negotiate protocol of certain cards doesn't work. That
means CCU can't find out whether to go for 10baseT or 100baseT. Some of
the newer Ethernet cards allow you to switch the auto-negotiate off. Soft-
ware configuration allows you to set afixed speed of 10. In some cases you
can also force a card into 10Mbps by putting a hub (a 10Mbps hub!)
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between PC and CCU. The hub will tell the card to switch to 10Mbps and
CCU gets around auto-negotiate, too.

If the light still doesn't come on, please connect the Ethernet board with some
operational network (e.g. corporate network). If you get a physical connection
(light goes on) obtain atemporary IP address for the PC and install the card, net-
work, netmask, DNS etc to the point where you see the rest of the company
through the 'network neighborhood' of your PC. Thiswill make sure that your card
works at al. Then switch back to the IP/netmask for spect and reboot PC. Is the
light on? If not, get a new Ethernet card.

b) If thelightison:

At this point you know that the physical connectionisintact (that is: the connec-
tion light on the PC's Ethernet board came on). There are two possibilities to
check from here:

e CCU isindeed booting OK, yet you can't access it for some reason.
e CCU really does not boot and you have to find out why.

Before you proceed you might want to quickly check the settingsin NFS Mae-
stro. Call it from the Control Panel (HCL NFS Server) and you need to see the
configuration given in chapter 6.6. If settings have to be altered, do this, reboot
the PC and then the CCU before checking again.

«  The minimum test isthis: Try to ping spect and then to telnet spect (see
chapter 8.3). Here is how to proceed:

If you can pi ng andt el net and get spect's login prompt you should be able
to run ToPsPIN from here. You are all set.

If you canpi ng but cannot Tel net to CCU the physical connectionisall right
but CCU doesn't boot. Please connect amonitor cable to CCU and open aHyper
Terminal connection. HyperTerminal is Windows's text terminal emulator and it
comes with every copy of Windows. The details are in chapter 15.5.5

If you can't even pi hg CCU try anew Ethernet cable and if it still doesn't work
try another type of Ethernet card.

15.5.2 Softwarerelated problems

1. Please check if the required Services are running as described in chapter 15.1.1.

2. The firewall may prevent the spectrometer booting. To check this (see chapter
20.8.2):
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e Click Start — Control Panel.
« Inthewindow Control Panel — click Windows Security Center.
e Click Windows Firewall.

« A window "Windows Firewall’ appears. Click on the Advanced tab.

Yes? No problem, continue with the next step.
No? You found the problem. Contact your network administrator to cor-
rect the firewall settings.

15.5.3 View the output of the CCU console

In order to view the output of the spectrometer CCU, you must connect the COM 2
port of the PC to tty00 of the CCU. The hyper terminal application can be used to
make the output of the CCU visible on the PC (this has the same function as cu
andker mi t on UNIX systems).

15.5.4 Configuration of Hyper Ter minal

1. Click Sart — All Programs — Accessories — Communications — Hyper -
Terminal

2. If youdo thisfor the first time HyperTerminal will ask for someinformationsin
the window ’Location Information’.Type in your ZIP-code and click OK

3. A window 'Phone And Modem Options’ will appear — OK
Then establish a new connection:
4. A window 'Connection Description’ will appear:
a) IntheField Icon: click any icon you decide for
b) Inthefield Name: enter CCU
¢) Click OK
5. A window ’'Connect to’ will appear:
a) Click inthefield Connect using: select COM2
b) Click OK
6. A window 'COM2 Properties will appear:
a) Click inthefield Bitsper second and select 9600
b) Click inthefield Flow Control and select Xon/X off
(the other settings remain unchanged: Data bits 8, Parity None, Stop bits 1)
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¢) Click OK
— the output of the CCU will appear in the window ' CCU Hyper Terminal’
7. Click File —» Save
8. Click File — Exit
9. Answer the question ’Are your sure you want to disconnect now?’ with Yes

15.5.5 Usage of Hyper Terminal

1. Click Sart — All Programs— Accessories — Communications — Hypert-
erminal - CCU.ht

2. A window CCU Hyper termina will appear in which you see the output of the
CCU.

If the CCU is booted, you will see alogin prompt and you can log in asroot. If
the CCU is not booted you can push the reset button on the CCU and view the
boot process. The boot process is shown below. The messages’'Fast ethernet...’
only occur for CCU/9 and indicate whether you have a 10 MBit/s or 100 MBit/s
ethernet connection. Note that a UNIX pathname for the DISKLESS program is
shown. Do not worry about this, it is automatically interpreted as an Windows
XP path like: C:\Bruker\Diskless...

Aut oboot : Wai ting to | oad bf s()/usr/diskless/cli-
ent s/ spect/root/unix.r4600_std (

CTRL-C to abort)

| oadi ng

Fast ethernet (FEN): 100 MBit/s, half duplex
---1---
Cbtaining /usr/diskless/clients/spect/root/unix.r4600_std
from server ’hostnane’
833328+107984+827152 entry: 0x80021000
CPU. MPS .... Processor Chip Revision
FPU. MPS .... Floating Point Unit [CPl] Revision

Rl SC/ os Rel ease 4_52 ni ps Version UM PS

Total real nenory 16777216

Avai | abl e nenory 14360576

Root on nfs file :,Swap on nfs f

Fast ethernet (FEN) : 100 MBit/s, half duplex



202

Troubleshooting

- 2---

host nanme: spect

domai nnane: software. bruker. de
---3---

Root fstype nfs

Avai |l abl e nenory = 12713984

S I
The systemis coning up. Please wait.
/etc/init.d/ syminstall start
[etc/init.d/syminstall calls sym.instal
Addi ng swap device /swapfile

Fast ethernet (FEN) : 100 MBit/s, half duplex
I nt ernet daenons: portmap inetd.

NFS daenons: nfsd biod | ockd statd.

/[tnp: Perm ssion denied

[var/tnp: Perm ssion denied
The systemis ready:

spect Consol e | ogin:

Booting might hang, stop (and print an error message) or go into an endlessloop
at one of the positions 1 through 3. This might be caused by one of the problems
mentioned below. Check the indicated files and correct them if necessary or per-
form the indicated steps.
a) |f booting stops at position ---1--- and you get the messages.

Fast ethernet (FEN): 100 MBit/s, half duplex

No server for /[usr/diskless/clients/spect/root/un-

i X.r4600_std

BRUKER CCU R4600 Mbnitor

Version 5.40 M PS OPT Wed Jun 11 19: 30: 43 MSZ 1997 r oot
Menory size: 16777216 (0x1000000) bytes, 16 MB

|l cache size: .... (....) bytes
Dcache size: ..... (....) bytes
>>

then you might have one of the following problems:
e The Service bfs not running:

Click Sart — Control Panel — Administrative Tools — Services —
bfs — Sart
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The Diskless package is not installed (see chapter 6.4)

The ethernet cable between PC and CCU allows no data throughput:
- check the connection between the cable and the PC/CCU

- check if the correct ethernet card is connected

- check the configuration of the ethernet port (see chapter 13.1)

b) If booting stops at ---2--- you may have one of the following problems:

The Service bootparam is not running:

Click Sart — Control Panel — Administrative Tools — Services —
bootparam — Start

The file C:\Wndows\systenB2\drivers\etc\Hosts is
wrong:

It should contain the following entries:

149. 236.99.1 ASP_ST2
149. 236. 99. 99 spect

Besurethat 'spect ' isthefirst entry after the number in thisline

Be sure that the spectrometer ethernet card is configured for "half
duplex’.

Click Start — Control Panel — Network Connections — select the
spectromter ethernet card — click Properties — click Configure —
select Advanced — select Speed & Duplex — change the value to 100
Mb Half Duplex

¢) If booting stops at ---3--- you might have the following problem:

Thefilec: \ Bruker\ Di skl ess\ W nApp\ boot par ans iswrong.
For adefault installation it must contain the lines:

#

spect root=ASP_ST2:C:/Bruker/Diskless/clients/spect/root \
swap=ASP_ST2:C:/Bruker/Diskless/clients/spect/swap \
dump=ASP_ST2:C:/Bruker/Diskless/clients/spect/dum

For a custom installation the path of Diskless can be different!

d) If booting hangs at ---3--- in aloop and you get the messages:
a) likethis:

domai nnane: software. bruker. de
mount root ASP_ST2: C./Bruker/ Di skl ess/clients/spect
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b)

/root failed, rpc status 15
PANI C. vfs_nountroot: cannot nount root
synci ng disks... done

then you might have one of the following problems:
e The Service Hummingbird NFS Server is not running

Click Start — Control Panel — Administrative Tools — Services
— Hum. NFS Server — Start

e The path C:\ Bruker\ Di skl ess\ clients\spect is not ex-
ported (see chapter 6.6).

like this:

domai nnane: software. bruker. de

mount root ASP_ST2: c:/Bruker/Di skl ess/clients/spect

/root failed, rpc status 2

PANI C. vfs_nountroot: cannot nount root

synci ng disks... done

then you might have the problem that the drive letter of the disklessinstal-

lationiswritteninlower case (maybe caused by acustom installation). To

solve the problem you can either

* De-install Diskless and use for the new installation "typical’ or make
sure that the drive letter is upper case

or

* Openthefile
c:\ Bruker\Di skl ess\ W nApp\ boot par ans

and change all drive letters to upper case

¢) If booting stops at ---4--- and you get messages like this:

<date> INIT: Can’t open /etc/ioctl.syscon. errno: 13
touch: /etc/nmtab cannot create
mount: /etc/mab: No such file or directory

<date> INIT: warning: /etc/ioctl.syscon does not ex-
ist, default settings assuned

<date> INIT: Can’t open /etc/ioctl.syscon. errno: 13
<date> INIT: Cannot create /etc/utnp
<date> INIT: failed wite of utnp entry:

Please check diskless tree permissions and NFS User- and Group-Map-
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pings (see Chapter 6.6)
d) If you see the message:
mount dumpfile ASP_ST2:C:/Bruker/Diskless/clients/spect/dump failed
during the boot process, you can ignore this. The CCU will boot anyway.
3. Click File — Exit to finish your Hyper Terminal session.

15.6 Troubleshooting for AVANCE-I 11 type of spectrometer

15.6.1

There are some differences in troubleshooting AVANCE / AVANVCE-Il and
AVANCE-III type of spectrometers. An important differenceis, that on AVANCE-
Il spectrometer is neither t el net spect available nor a nfs server necessary.
Several hardware units are connected via ethernet devices and controlled via a
DHCP Server. This DHCP server comes with the Diskless installation of the Top-
SPIN DVD. The processiscalled Br uker DHCP Ser ver.

To find out what are the | P addresses of the different (via ethernet connected) hard-
ware units there are two different possibilities:

e theTopspiN command ha (for hardware addresses)

* thecommand et her net - servi ce-t ool s

Both commands offer a list of available (via ethernet connected) hardware units
and their |P addresses. A mouse click on the name of a module opens the start page
of the respective module in a web browser. From there it is easy possible to reset,

test and configure the hardware unit. The firmware download can also be started
from there.

Note: The web pages of the hardware units are optimized for the web browser
Microsoft Internet Explorer.

Communication problemswith an AVANCE-I11 spectrometer

To check if an AVANCE-I111 is booted correctly you can use the following tests:

1. To check which ethernet connected hardware units are available you can use
one of thetwo commands ha or et her net - servi ce-tool s
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TopsPIN command ha

The hardware devices listed below can he accessed
and configured with a "WEB-Browser"

Press the "Open" button for a browser with a
connection to this device

Press the "Refetch addresses buttan to reload
addresses from DHCP server

Main Controller

IPSO 149.236.99 254
Digital Receiver Unit

DRU1 149.236.99.89
Lock/Shirm

BSMS Z100818/0020  149.236.99.253

[ Refeteh ageresses | [ print | [ ciose |

[ Hardware ethernet addresses @

A window appears that shows several hardware modules. Does the window
offers an entry for the Main Controller?

Yes? The AVANCE-III is booted correctly, go on with the TopspiN command

No? Goto step 2

Open Command Prompt (Click Start — All Programs — Bruker TOP-
SPIN — Bruker TOPSPIN x.y — Bruker Utilities —» Command
Prompt) and enter the commands:

cd prog/ bin

Click Enter

et hernet -servi ce-tool s
Click Enter

A window appears that shows several hardware modules. Does the window
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offers an entry ' IPSO’?

-2l Spectrometer, Subnet Service Tools - Microsoft Internet Explorer,

Eile Edit ‘Wew Favorites Tools Help "

A @ T \ 3¢
D ¥ B @ O s g ravones €2 - & 3
Address €] C:ADocuments and SettingstadministratoriLocal Settingsi Tempiunits. himl v| B Ge
Links #8] Adobe Reader - Download 8] Bruker BioSpin €8] Contact HP Worldwide & Microsoft Windows Update

Spectrometer Subnet Service Tools

Elick on Unit to start the appropriate service tool:

» P50 at TCP/IP address 143.236.9%.254
« ELCE 2100818 0020 at TCP/IP address 149.236.99.253
+ DEU1 at TCP/IP address 149.236.99.39

€] Done § My Computer
Yes? The AVANCE-III is booted correctly, go on with the TopspiN command
cf
No? Goto step 2

2. Check the network configuration:
a) Check the network configuration according the information in chapter 13.1.

b) Check the file C: \ W NDOAB\ syst enB2\ dri vers\etc - a least the
following entries have to exist for spectrometer control:

127.0.0.1 localhost.localdomain |ocalhost
149.236.99.1 ASP_ST2

149.236.99.99 spect
If the ethernet card for the laboratory network is not configured as DHCP,
also the name of the own PC hasto be listed

Xyz.Xyz.xyz.xyz name_of own_pc.domain  name _of own_pc
Does this entry exists?

Yes? No problem, continue with the next step.

No? You found the problem. Add the name of the PC as described in chap-
ter 13.2. Then reboot the PC and check if the spectrometer now boots cor-
rectly.

¢) Check if the hostname and | P address of the PC is correctly available in the
nameserver.

« open aCommand Prompt
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e typeini pconfig /all
The entries should look like this:

ev D:AWINDOWS\System32\cmd. exe

Microsoft Windows HP I[Uersion 5.1.26001
CC> Copyright 19852881 Microsoft Corp.

D:~Documents and Settings:augn>ipconfig ~all
indows IP Configuration

Host Name . . . . . . . . . . . . & kasto

Primary Dns Suffix

Mode Type - . . . . . = Hybrid

IP Routing Enabled B

WINS Proxy Enabled B

DHNS Suffix Search List. . . . . . = software.bruker.de
bruker.de

Ethernet adapter Local Area Connection:

Connection—specific DNS Suffix . - service.bruker.de

- -4.80
Primary WINS Server . . . . . . . = 142.236.12.51

Ethernet adapter Local Area Connection 2:
Connection—specific DNS Suffix
Physical Address H Bl—3l—6E—26—CD—23
Dhep Enabled. . . - o H

IP Address. . . . . . ] 149 236.99.1

Subnet Mask . . . . . . . . . . . = 265.255.255.8
Default Gateway B

Description . . . . . - . . . . . = Intel{R> PRO/180+ Management Adapter
Physical Address. . . - - . . . . = B8-DB-B?-FB-EB-7C

Dhcp Enabled. . . . . . . . . . . = Yes

Autoconfiguration Enabled . . . . = Yes

IP Address. . . . « =« = = « « . . = 1492.236.12.86

Subnet Mask . . . . . . . . . . . = 255 2G5 _2L5_ @

Default Gateway . . . = - = . - - = 1492.236.12.1

DHCP Server . . . . . . - . . . . = 149.236.4.1

DHS Servers . . . . . . . . . . . = 149.236.4.

Lease Obtained. . . . . . . . . . & Monday. September 29, 2883 2:27:81 AM
Lease Expires . . . . . . . . . . = Tuesday, September 33 2883 2:27:81 AM

Description . . . . . - . . . . : ; Intel{R> PRO-188 UE HNHetwork Connection

El

Yes? No problem, continue with the next step.

No? You found the problem. Contact your network administrator to cor-

rect the settings.

3. The firewall may prevent the spectrometer booting. To check this (see chapter

20.8.2):
¢ Click Sart — Control Panel.

* Inthewindow Control Panel — click Windows Security Center.

¢ Click Windows Firewall.

« A window "Windows Firewall’ appears. Click on the Advanced tab.

Yes? No problem, continue with the next step.

No? You found the problem. Contact your network administrator to cor-

rect the firewall settings.

4. The DiskLESS package is not installed. Insert the Topspi N DVD into the DVD
drive, select the DisKLESS package and de-select all other packages. For more
details see installation description in chapter 6.4. After ingtallation of DISKLESS

reboot the spectrometer.
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5. Check if the Bruker DHCP Server is running.

Open aCommand Prompt and enter the command

net start

Under 'These W ndows services are started’ hasto be mentioned:
Br uker DHCP Server

Yes? The DHCP service is running, go to the next step

No? You may have found the problem, the Bruker DHCP Server is not run-
ning, try to start them with:

a) Click Start — Control Panel — Administrative Tools
b) Double-click Services
¢) A window 'Services will appear:
Select the service: Bruker DHCP Server
d) Right-mouse-click on this service and select Start.
Now you have to reboot the spectrometer.
Yes? The service is running, go to the next step

No? You may have found the problem, the Bruker DHCP Server cannot be
started.

6. Change the binding of the spect ethernet card:

a) LoginasAdministrator
b) Click Sart — Control Panel — Network Connections
¢) A window "Network Connections’ will appear
Highlight the connection which is configured for the I|P-adress
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149.236.99.1

% Network Connections

File Edit Y¥ew Favorites Tools Advanced Help

Qe - ) (B O sesrch [ rolders

¢ address | &) Netwark Connections

Hame
Network Tasks LAN or High-Speed Internet

Create a new cannectian

<L Local Area Connection

Change Windows Firewall
settings
Disable this network device

Repair this connection
Rename this connection

Wiew status of this
connection

Change settings of this
connection

Other Places

@ Control Panel

& vy Metwork Places
(=) My Documents

g My Computer

Details

Local Area Connection 2
LAM or High-Speed Internet
Connecked

Eroadeom MetXtreme Gigabit
Ethernst

1P Address: 149,236,991
Subnet Mask: 255.255.255.0
Manuslly Configured

Tvpe

LAN or High-Speed Inkernet
LAN or High-Speed Inkernet

Status

Connected
Connected

Broade
Broade

to spect

= Network Connections

File Edit Yiew Favorites Tools  Advapced  Help

P Quak - ) - (F | O search [ roders

© Address | &) Netwark Cannections

Name

Network Tasks LAN or High-Speed Internet

Create & new connection i ocdiErea Bonnetti,

Change Windows Firewsll
settings

Disable this network device
Repair this connection
Rename this connection
Views status of this
conneckion

Change settings of this
conmection

Other Places

@ control Pancl
% My Metwork Flaces
(=) My Documents
i My Computer

Det:

spect
LAN o High-Speed Internst
Connected

Broadcom Metkbreme Gigabit
Ethernet

1P Address: 149,236,991
Subret Mask; 255,255,255.0
Manually Configured

Type

LAN or High-Speed Internet
LiN er High-Speed Internet

Status

Connected
Connected
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d) Click Advance — Advance Settings...
A window "Network Connections’ will appear

Adapters and Bindings | Provider Order
Connections are listed in the order in which they are accessed by
network services.
Connections:

= Local Area Cannection

:, [Remate Access connections]

Bindings for spect

g File and Printer Sharing for Microsoft Metworks
%= Intemet Protocol [TCPAP)

El Cliert for Microsoft Hetworks
%= Internet Protocol [TCP/IP)

g Hurmminghird Directory Services
%= Intemet Protocol [TCPAP)

a2E =B

€) Please check if the spect entry is on the second position.

f) If not please move the entry with the arrow buttons on the right side of
the window to the second position.

g) Click OK.
Yes? The service can be started, go to the next step

No? You may have found the problem, the Bruker DHCP Server cannot be
started:

7. Swap the functions of the two ethernet cards (spect and network) between
them:

@) LoginasAdministrator
b) Click Sart — Control Panel — Network Connections
¢) A window "Network Connections’ will appear

d) Highlight the connection you want to configure (It is recommended to
change first the settings for the ethernet card which is configured for the
IP-adress 149.236.99.1). Click File — Properties

€) Highlight the TCP/IP entry and click Properties
Change the entries.
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f) Repeat the handling for the second ethernet card.
g) Reboot the PC.

Note: Do not forget to swap the ethernet cables (1) and to reboot the PC!
Yes? The service can be started, go to the next step

No? You may have found the problem, the Bruker DHCP Server cannot be
started:

8. Check if the Bruker tftpd32 is running.
e Open aCommand Prompt and enter the command
net start

Under 'These W ndows services are started’ hasto be men-
tioned:

Bruker tftpd32
Yes? The tftpd32 serviceis running, go to the next step

No? You may have found the problem, the Bruker tftpd32 is not running, try to
start them with:

a) Click Start — Control Panel — Administrative Tools
b) Double-click Services
¢) A window 'Services will appear:
Select the service.: Bruker tftpd32
d) Right-mouse-click on this service and select Start.
Now you have to reboot the spectrometer.

If these troubleshooting steps do not give any hint on an existing problem, you
might have a hardware problem. Please get in contact with your local Bruker BioS-
pin office. Adresses of several offices can be found in chapter 22, for contact infor-
mation about all Bruker BioSpin office please go to our web server:

http: //www.br uker-biospin.conv/contact_us.html

15.7 Troubleshooting for NMR-GUIDE

If you have some trouble with your installation of the NMR-GUIDE, please check
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thefollowing :

1. Check for the NMR-GUIDE license (see chapter 7)

Edit thefileC:\ f| ex] M\ Bruker\ | i censes\|i cense. dat and check
weather thereisaFEATURE NMRGUIDE line. If not, enter the FEATURE line
or apply for alicense at

license@bruker.de
2. Check for all necessary components
* Internet Explorer > 6.0 (see chapter 3)

3. Install the NMR-GUIDE program from the TopspiN DV D once again and reboot.
(This is necessary, because installation of the operating system components
might have overwritten certain registry keys that are set during the NMR-GUIDE
installation.)

4. Now try the NMR-GUIDE again

15.8 helium measurement not startet

If the helium measurement will not be started please check in the directory
<t opspi nhome>\ prog\ | ogfil es

the two fileshel i um og and hel i um og. err. Thehel i um og fileinclude
the values according the helium measurements. If an error occurs during the meas-
urement thiswill bereportedinhel i um og. err file.

If both files are empty please try to set up a new sheduled task.
Create a new "Scheduled Task" to start the helium measurement:
1. Login aslocal administrator.

2. Click Start — Control Panel — select Scheduled Tasks

3. Click on "Add Scheduled Task"

4. A window "Scheduled Task Wizard" appears — click next

5. In the appearing window click on the Browse button and go to

<t opspi nhone>\ prog\ bi n (e.g. C: \ Bruker\ TOPSPI N\ pr og\ bi n) and select
hel evt ransf er. cnd and click open
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6. In the next window select under 'Perform this task' the option 'Daily' and click
next

7. Select for 'Start time' "03:00 AM" and 'Perform this task' "Every Day" — click
next

8. In the next window click on next — finish

15.9 Bruker Servicetools

Several tools for checking the spectrometer hardware are delivered with TOPSPIN.
Thisincludestoolsfor BSMS, HPPR, ACB, GRAD, HPCU, RX22. You can start a
service tool as follows, for afull description see chapter 8.6:

1. Double-click theicon Bruker Utilities on the desktop
2. A window will appear with the icons Service tools, Test Tools etc..
a) Double-click Service Toolsto get alist of service tools
b) Double-click Test tools to get alist of test tools
3. A windows with the available tools will appear:
« Double-click any icon to start the corresponding tool

15.10 Windows XP Service Pack

All PC’sdelivered by Bruker BioSpin have the latest Service Pack installed. It can
aso be downloaded from the Microsoft Web pages www. i cr osoft. com or
www. mi crosoft. de.

For ingtalation just follow the given ingtruction on the screen.

Under Windows XP it is not necessary to reinstall the service pack after e. g. con-
figuring the network.

During the installation, you might get the message that files were detected which
are not the original Windows XP files and which are also part of the Service Pack.
Sometimes, these files are even newer than the onesin the Service Pack. Thistypi-
cally happens when you installed recent driver software. You are asked if these
files should be overwritten. Bruker BioSpin recommends to answer this question
with No, unless you are sure you want to update this file from the Service Pack.
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15.11 Disk full or fragmented

If you have disk space problems, have alook at the Windows X P Online help:
Click Sart — Help — Index

enter i ncreasi ng di sk space choose one subentry and click Display. If
you want to defragment your disk see chapter 19.3. Note that NTFS partitions,
which are required for ToPspPIN, suffer much less from fragmentation than FAT
partition.

Furthermore, you might have to remove ToPSPIN data, e.g.:
1. Deleteimaginary datausing thedel i command
They are no longer needed for spectra which have been phase corrected.
2. Delete processed data using the del p command
They can always be retrieved by reprocessing the data.
3. Delete raw datawith thedel command
Please make sure you have a backup of the data.

15.12 Creating an Windows XP Boot Disk

You can use a Windows XP bootable disk to start the operating system on a com-
puter running Windows XP. Use the procedures in this article to work around the
following boot issues:

« Damaged boot sector.

« Damaged master boot record (MBR).

* Virusinfections.

e Missing or damaged nt | dr or nt det ect . comfiles.
e Incorrect nt boot dd. sys driver.

You cannot use the Windows XP boot disk to help resolve the following issues:
» Incorrect or damaged device drivers that are ingtalled in the System folder.

« Boot issues that occur after you see the Windows XP startup (Osloader)
screen.
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15121

15.12.2

PC isnot booting from floppy?

In case it is not possible to boot the PC from a bootable floppy, this possibility
might be disabled in BIOS. The following description shows how to enable the
boot-from-floppy feature on a hp workstation xw4400 PC. On other PC’s the pro-
cedure might be slightly different.

1. During boot time cancel the boot process and go into BIOS

On different PCs there are different ways to do this, for example, on some PCs
the boot sequenceisinterrupted with the Delete key rather than with the F2 key.

2. Goto section
Security — Boot Devices Security
3. Set Floppy to Enabled

Note: It is recommended to disable the boot-from-floppy feature after the boot
process is done!

If itisenable, it is possibleto get very easily aboot virusinto BIOS, that can make
your PC defective!

Another small advantage is, that if the BIOS feature above is enabled and a’ nor-
mal’ floppy is inside the drive, booting the PC will stop and showing the informa-
tion that a non bootable floppy is inside. If it is disabled booting the operating
system will work with or without floppy.

Floppy boots Operating System from hard disk

You can create an Windows XP Boot Disk by formatting a floppy from within
Windows XP and copying the following files from the root of an Windows XP
boot partition (e.g. C:) to thefloppy (Special note: the boot partition is thefirst par-
tition which isread by bios. Thisis normally but not necessary the partition 'c:’. If
you installed Windows XP on a different partition e.g. 'd:’, the following files are
anyhow on’c:’.

e ntldr
* ntdetect.com
* boot.ini
If you are using SCSI disks with the SCSI BIOS disabled then also copy thefile:
e ntbootdd. sys
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a) CreateaBoot Floppy Disk with the command prompt

Copy these files with command prompt is easier to describe than with the Win-
dows explorer, because these are critical system files that are normally not shown
in the explorer window.

1

N o g~ WD

Click Sart — All Programs — Accessories — Command Prompt
Typec:

Typedi r / ah — you should see the necessary files

Typexcopy /h boot.ini a:

Typexcopy /h ntldr a:

Typexcopy /h ntdetect.com a:

If necessary (see above) typexcopy / h nt boot dd. sys a:

Now you can boot your PC from the Boot floppy. Be aware that this will only
work if Windows XP isstill on the hard disk. If Windows XP isnot available or
corrupt it must be repaired again from CDROM or from floppy.

b) Create a Boot Floppy Disk with the Windows Explorer

1
2.

Format afloppy disk by using the Windows XP format utility.

Copy thent | dr andthent det ect . comfilesfrom the 1386 folder on the
Windows XP Setup CD-ROM, Windows XP Setup floppy disk, or from a
computer that is running the same version of Windows XP as the computer
that you want to access with the boot floppy.

Copy theboot . i ni filefrom acomputer that is running Windows XP.

Or create aboot . i ni file, and then modify it to match the computer that
you are trying to access. The following example works for a single-partition
IDE drive with Windows XP installed in the \Windows folder, but the exact
value in the [operating systems] section depends on the configuration of the
Windows X P computer that you are trying to access:

[ boot | oader]
ti meout =30
Default= multi (0)disk(0)rdisk(0O)partition(1l)\w ndows

[ operating systens]
mul ti (0)disk(0)rdisk(0)partition(1)\w ndows="W ndows XP"
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If your computer boots from a SCSI hard drive, you may need to replace the
multi(0) entry with scsi(0). If you are using scsi(x) in the boot . i ni file,
copy the correct device driver for the SCSI controller in use on the computer
to the root of the Setup disk, and then rename it nt boot dd. sys. Change
the disk(0) number to represent the SCSI-ID of the hard drive you want to
boot to. If you are using multi(x) intheboot . i ni file, you do not need to
do this.

4. Start your computer by using the floppy disk, and then log on to Windows
XP.

15.13 Backup of Windows XP and TOPSPIN

The standard backup programs under Windows XP is called nt backup which
can be started by clicking:

Sart — All Programs — Accessories — System Tools — Backup

Under Windows XP ntbackup is possible to use ZIP, tape and external hard disks
as backup media.

You cannot choose a CD-R, CD-RW, or DV D-R device because ntbackup.exe does
not support backing up to these devices. The Removable Storage M anagement
(RSM) does not have the ability to recognize these three devices as backup pool
media. RSM regards CD-R, CD-RW, or DVD-R as jugst a file system-capable
media type, but the Windows file system does not support formatting these media
types. When it attempts to write an RSM free label, RSM does not succeed
because the disc appears to be write protected. This means that RSM treats CD-R,
CD-RW, or DV D-R media as a read-only media type even if you add them to the
ntbackup media pool. Before you buy atape drive, make sure it is compatible with
your PC’sinterface(s); IDE and/or SCSI.

Bruker BioSpin recommends to make a regular backup of the partition(s) on which
Windows XP and the TOPSPIN are installed.

15.13.1 Complete Backup of the PC

1. Click Sart — All Programs — Accessories — System Tools — Backup
— awindow backup will appear
2. Click Welcome — Backup Wizard
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15.13.2

15.13.3

— awindow Backup Wizard will appear — Next

Enable Backup everything on my computer — Next

Choose the media drive you want to store the backup — Next
Click "Finish’ to start the backup

Backup of specific directories

1

N o g A

Click Sart — All Programs — Accessories — System Tools — Backup
— awindow backup will appear

Click Backup

— al available drives will appear

Choose the directory you want to backup. Click the check box left of the direc-
tory to select the entire path for backup — atick will appear in the check box

Choose the Backup media or file

Click Sart Backup

A window Backup Job Information will open
Click Sart Backup

Frequent backup of specific directories

If you commonly use Ntbackup to back up a single folder, you might want to cre-
ate a simple batch file. Suppose you would like to make a daily backup of adirec-
tory:

1

Choose the path of thefile as describe above
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2. Click Sart Backup

Job  Edit

Wiew Tools Help

wielzcome || Backup {| Restors and Manage Media | Schedule Jobs

Click to select the check box far any drive, falder or file that you want to back up.

= D@ Desktop Marne Cornment
=1 ¢ My Computer [ 4 My Computer
=+ 3% Floppy (&) () My Documents

<ee Local Disk [C:]
1.2 DVD Drive [0:] [7] 94 My Metwork Places

.2 Bruker_MMRA_Sui
O System State
ML) My Documents
E \3 by Metwork Places

< |
Backup destination: Backup options:
Mormal backup. Summary log.
Some file lppes excluded.
Backup media or file name:
|A'\Backup bkf | [Erowse.. |

Start Backup

3. A window Backup Job Information will open

Backup Job Information

Backup description: | Start Backup |

‘Set created 3/22/2003 at 4:23 PM

If the media already contains backups

I the media is ovenwitten, Lse this label to identify the media:

‘Backup bk created 9/22/2003 ot 429 PM |

Scheduls...
(3) Append this backup to the media.
(O Replace the data on the media with this backup.

4. Click Advanced

Advanced Backup Options

[ Back up data that is in Bemate Storage.

[[] Disable volume shadow copy.

Backup Type:

[Daly

Description
Backs up only files that were created or modified today.
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5. Click the arrow at the right of the field Backup Type and choose Daily
6. Click OK — Click Start Backup

15.14 Security check of a Windows XP system

Microsoft offers a tool for free download that checks your PC for security leaks.
The result is listed with an evaluation of the different topics. For further details
check the following Microsoft website.

http://ww. m crosoft.comtechnet/treeview default.asp?url=/tech-
net/security/tool s/ Tool s/ nbsahone. asp

15.15 Restorethe Operating System to a Previous Statein
Windows XP

Use the System Restore tool in order to return your computer to a previous work-
ing state. The System Restore takes a 'snapshot’ of critical system files and some
program files and stores this information as ’'restore points'. You can use these
"restore points' to return Windows XP to a previous state.

15.15.1 Using System Restore to Restore Windows XP
* Windows XP Does Not Start

If Windows does not start, restart Windows by using the 'Last Known Good
Configuration’ feature:

1. Start the computer and then press the F8 key when Windows beginsto start.
The "Windows Advanced Options’ menu appears.

2. Select 'Last Known Good Configuration’ (your most recent settings that
worked), and then press ENTER.

3. If aboot menu appears, use the ARROW keysto select Microsoft Windows
XP, and then press ENTER. Windows X P restores the computer to the most
recent restore point.

* Windows XP Does Start
1. Log on to Windows as an administrator.

2. Click Start — All Programs — Accessories — System Tools — System
Restor e. System Restore starts.


http://www.microsoft.com/technet/treeview/default.asp?url=/technet/security/tools/Tools/mbsahome.asp 
http://www.microsoft.com/technet/treeview/default.asp?url=/technet/security/tools/Tools/mbsahome.asp 
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3. A window Welcome to System Restore appears, click Restore my computer
to an earlier time (if it is not already selected) — click Next.

4. A window Select a Restore Point appears. Click the most recent system
checkpoint in On thislist, click arestore point list — click Next.

5. A System Restore message may appear that lists configuration changes that
System Restore will make — click OK.

6. On the Confirm Restore Point Selection page, click Next. The System
Restore will restore the previous Windows XP configuration and then
restarts the computer.

7. Log on to the computer as an administrator. A window The System Restore
Restoration Complete will appear — Click OK.

15.15.2 Troubleshooting

It could happen that you restore Windows X P to a previous configuration that you
do not want. To undo the restoration:

1
2.

Log on to Windows as an administrator.

Click Sart — All Programs — Accessories — System Tools — System
Restor e. System Restore starts.

A window Welcome to System Restore appears. Click Undo my last restora-
tion — Next.

A System Restore message may appear that lists configuration changes that
System Restore will make — click OK.

. On the Confirm Restoration Undo page, click Next. System Restore restores

the original Windows XP configuration, and then restarts the computer.

Log on to the computer as Administrator. A window The System Restore Undo
Complete appears — Click OK.

15.16 Turn on and turn off System Restorein Windows XP

The ' System Restore’ is the feature that allows a computer system to be 'rolled
back’, or restored, to a point in time before certain events took place, for example,
prior to specific software or hardware installations. System Restore monitors
changes to the system and some application files, and automatically creates restore
points. You can also create your own restore points at any time.
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In Windows XP the’ System Restore’ is enabled by default.

15.16.1 Turn on System Restore
To turn on System Restore, follow these steps.
1. Click Sart — right-click My Computer — click Properties.
2. Click the System Restore tab.

3. Click to clear the Turn off System Restore check box (or the Turn off System
Restore on all drives check box) — click OK.

15.16.2 Turn off System Restore

When you turn off System Restore, al existing restore points are removed, and
you are no longer able to track or undo changes to your computer. To continue to
use System Restore to restore your computer to a previous state, do not turn off
System Restore.

To turn off System Restore, follow these steps:
1. Click Sart — right-click My Computer — click Properties.
2. Click the System Restor e tab.

3. Click to select the Turn off System Restore check box (or the Turn off Sys-
tem Restore on all drives check box) — click OK.

4. Click Yeswhen you receive the prompt to the turn off System Restore.

15.17 Sart the system restoretool from a command prompt in
Windows XP

Windows XP includes the System Restore tool, but you cannot start the System
Restore tool from a Recovery Console prompt. Because of this, it may be useful to
start the System Restore tool when you are unable to start your Windows X P-based
computer normally or in Safe mode.

NOTE: You must log on with administrator rights.

1. Start your computer to Safe Mode with Command Prompt.
2. At the command prompt, type
%systenr oot % syst enBB2\restore\rstrui.exe
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and then press ENTER.

Follow the instructions on the screen to begin restoring your computer to a pre-
vious, functional state.

15.18 Logon problems. Last Known Good

Changes in the Registry must be made with extreme care, any mistakes can make
the system unusable. Occasionaly, software installations make erroneous Registry
entries. If your PC does not boot any more, you can try to go back to the so-called
Last Known Good, the last Registry Control Set with which the system success-
fully booted. Please proceed as follows:

1. Reboot and Interrupt the boot process hitting F8 when you see:
For troubleshooting and advanced startup of Windows X P press F8

2. Usethe arrow down/up keys to select the entry 'Last Known Good’, then press
ENTER and follow the instructions

Warning: when you reboot the computer after you installed new software, wait
until all disk activity has finished, before you log on. As soon as you log on, the
current control set becomes the Last Known Good and the Original Control Set
(before software installation) is gone.

15.19 The Emergency Recovery DVD

Each PC which is delivered from Bruker BioSpin Germany comes with a Emer-
gency Recovery DVD. This DVD contains an image of the PC and can be used for
restoring the PC. The image contains the installed and pre configured operating
system and all necessary programs like TopSpin. It does not contain any user spe-
cific data, like spectrometer configuration, NMR datasets or network configura-
tion.

In case of a hard disk crash, a hacked system, or even a stolen PC it is possible to
get back on a new PC hardware a well working system within 20 minutes. After
restoring the image the last nnr _backup file must be restored and the TopSpin
command cf must be executed.

More information about nnr _backup and the TopSpin command nnr _save
fileare available in chapter 8.8
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15.19.1 Using the Emergency Recovery CD

I Note:  This should be done by experienced people only! All data currently on the

disk will be destroyed!

If in doubt please contact your system administrator, maybe it is still possible to
get data from the old disk. New hardiest are not expensive therefore using a new
hardiest for restoring an image might be the best solution!

1

Insert the Bruker Emergency Recovery DVD and boot the PC. The window
Image Boot DVD Bruker Biospin will appear.

— Press F1

. The Acronis True Image sel ection window appears

Select Acronis True Image (full version)

Acronis True Image will be started. This will take about 2 minutes.
The window Acronis True Image appears.

— Click on Recovery

. The window Welcome to the Restore Image Wi zard appears.

— Click on Next

In the window Image Archive Selection click on the plus sign left to CD Drive.
Typicaly thisis (D:) or (E:). You will see some directory and disk icons.

— Click on the first disk icon below the directory icons.

On the right side a short description of the image DV D will appear. Please read
this carefully and make sure that thisis the image you like to install on this PC.

6. Click Next in the window Restored Hard Disk Drive Location
7. Select the hard disk on which you want to restore the image. In general you will

10.

have only one hard disk available, so click on thisline and then click Next.

In the window Verify Archive Before Restoring you can verify the image before
it is used. This would need the same time which is necessary for restoring the
image.

In the window Partition or Disk to Restore check the box left to Disk 1 to
restore the complete image.

In the window Restore Partitions Resi ze you now have the possibility to change
the size of individual partitions. Thisis only necessary e. g. if you use asmaller
hard disk that on which the image was created. So if you use the same disk size
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you can check No, | do not want to resize partitions.
— Click on Next

11. In case the hard disk which you have selected contains already partitions you
must select Yes, | want to delete all the partitions on the destination hard disk
drive before restoring.

— Click on Next

12. In the window Next Selection select No, | do not because you only want to
restore the image on one hard disk.

— Click on Next

13. In the last window you will get a summary of the chosen operations. Check if
everything is defined correctly.

— Click on Proceed

14. Restoring image will then be started. This process will take about 20 minutes.
When it is finished a window will appear with information Image was success-
fully created.

15.20 An image of the PC

Each PC which is delivered from Bruker BioSpin Germany has a license for the
backup tool Acronis True Image. With this software it is possible to create a one-
to-one backup of the hardiest of the system.

It is recommended to periodically create a backup of the hardiest. In case of any
problems (hardiest crash, virus, hacker attack ...) you are able to rebuild the situa-
tion of your last backup within afew minutes.

In chapter 15.19 it is described how to use the Bruker Emergency Recovery DVD.
This DVD contains the first image of the PC. If you create periodicaly a new
image of your PC you will be able to restore a system which is much more up-to-
date and contain all your individual settings like network configuration, user man-
agement, spectrometer configuration etc.

15.20.1 Creating an image

You need a boot-CD to start Acronis True Image, if there is no such CD, you can
install Acronis True Image on a Windows system and create the Bootable Rescue
Media from there. The original Acronis True Image installation CD is usualy
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bootable.

1

Insert a bootable Acronis True Image CD and boot the PC. The window Acro-
nis True | mage appears.

— Click on Create Image

The window Create Image Wizard - Welcome to the Create Image Wzard
appears.
— Click on Next

In the window Create Image Wizard - Selecting Partitions to Image select the
partitions you want to image.

— Click on Next

. A window Information appears that informs about the possibility of an incre-

mental image
— Click on OK

The window Create Image Wizard - Image Archive Creation appears. Select the
partition, drive or network drive where you want to store the image. The fol-
lowing steps describe archiving on a network drive

— Click on Next

Please note that Acronis True Imageis ableto burnimagesto DVD with version
9.0 3.633 and higher. Previousversions can only store on CD, hard disksand net-
work drives.

The window Create Image Wizard - Creating Image Mode appears. Select
either afull backup or an incremental one. The following steps describe the cre-
ation of afull backup.

— Click on Next

The window Create Image Wizard - Image Archive Splitting appears. It is rec-
ommended to choose Fixed Sze and specify 650 MB. With this size you can
afterwards burn the image files on CD if necessary.

— Click on Next

. The window Create Image Wizard - Compression Level appears, select Maxi-

mum.
— Click on Next

The window Create Image Wizard - Image Archive Protection appears. You can
enter a password to protect your image. If in doubt do not choose a password,
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10.

11.

12.

this makes it more save for the restoring of the image.
— Click on Next

The window Create Image Wizard - Image Archive Comments appears. Enter
important information about the current image. This makes it easy in the future
to identify this image.

— Click on Next

The window Create Image Wizard - Imaging operation summary appears.
Check if everything is correct.

— Click on Proceed

Creation of theimage will start. This process will take about 20 minutes. When
it is finished a window will appear with information Image was successfully
created.
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File and directory handling

16.1 Viewing and opening files/directories

Windows XP offers three different ways of finding files or directories (folders). If
you want to find a specific file and you have no idea where it resides, you can use
the Sear ch program. If you want to get an overview over the directory tree(s), you
can use Windows Explorer or My Computer.

16.1.1 Windows Explorer

The Explorer provides an overview over all drives, directories and files in a two
paned window.

1. Click Sart — All Programs — Accessories — Windows Explorer
or right-click Start — Explore

2. A double-paned window ’Exploring’ appears
« Ontheleft side you see al drives and top level directories

« On theright side you see the contents of the drive or directory which is cur-
rently selected on the left side.

A drive or directory can be expanded in the left pane by clicking on the '+’ button
to the left of itsicon. The '+ button changesto a’-’ button. When you click the

229
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icon itself, contents of the directory will appear in the right pane. A double-click
on the icon, both expands the directory and shows its contents.

B C:\Bruker\TOPSPIN Q@EJ
>

Fie Edt View Favorites Tools  Help
Qoack - ¥ O search ([ polers | X ¥ -
Address | CBrukenTOPSPIN v B
Folders Marme: Size | Type Date Madified
(&} Deskiop Al Ddasses File Foldzr 5/1512003 5:40 P
& () My Documents | Eyconf File Folder 9/15/2003 4:44 Ph
= 4§ My Computer | S)data File Folder 9/15/2003 2:44 PM
& 1 3% Floppy (A3 Cesp File Folder 511512003 2:42 P
= % Local Disk (C:) ] File Folder /1512003 5:41 PM
= 3 Bruker | Cuide File Folder 9/16§2003 2:20 PM
G Dire File Folder 9/15/2003 5:40 P
| Eivthan File Folder /1542003 5:40 PH
¥ | Cperl File Folder 5/1512003 5:40 P
% () conf | Splot File Folder /1512003 5:40 P
& 3 data | Coprog File Falder 91151200 5:32 PM
F (Dewp Dot File Falder 9/15/2003 4:52 PM
® = 6l | [E)uninst File: Falder 91512003 540 PH
& () quide | E)petst 1isu 1,248 KB IU File 511512003 2:43 PM
w0 e [ persLz.iou 20K I5UFie /1512003 2:44 P
® ) jvthon = persLz.isu S4KE I5UFie 5/151200% Z:44 PM
B 2 perl | (B petsta.isu 7KB IsUFile 9/15/2003 Z:44 PH
@ () plat [EpemsLsisu 12KB IsUFie /1512003 Z:44 PH
& () prog | [B)petste.isu T45KB ISUFie S/16i2003 2:20 M
=t | Elnmrenv.cmd TKB  Windows NT Camm...  8/15/2003 2:43 PM
# () uninst | Errsim.cmd 3KB Windows NT Comm...  5/1%/2003 2:39 &M
@ ) compag | Elpathscript exe 45 KB Application /1542003 2:43 PH
() Config.Msi | Ftopspin.cmd 6KB Windows MT Comm...  3/14/2003 10:09 PM
[ () CPGAFPS | TorsPI-Setup.log 183KB  Log File S/16§2003 2:20 P
cpas | 2] ropsPI-Setup_uninstalllog 53KB LogFie 5/1512003 5:32 PM
® [ Documents and Settin ™ || Elxwinplat.cmd 3KB Windows NT Comm...  8/13(2003 2:37 AM
< >

16.1.2 My Computer

The My Computer window provides an overview over al drives, directories and
files. The differences under Windows X P between the Explorer and My Compu-
ter arevery small. Infact you can use both windows with the same layout and han-
dling.

1

Double-click theicon My Computer on the desktop

2. A window 'My Computer’ will appear, showing the computer’s drives:
3.
4. A window showing the contents of the top level directory on C: will appear:

Double-click adrive, e.g. (C:)

Double-click any icon. Depending onthefiletype, one of the following will hap-
pen:

« A directory (Folder) will be opened and its contents will be shown
« An executable program will be started
« A text file will be opened using an editor (by default not epad)
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16.1.3

16.1.4

« For an unknown file type, awindow ' Open with’ will appear, showing alist
of available programs

If you click adirectory icon two things might happen:
« thedirectory contents appearsin a new window
« thedirectory contents replaces the contents of the current window

You can configure this feature according to your preference:
a) Double-click theicon My Computer on the desktop
b) Click Tools — Options
¢) A window 'Options will appear:
» Click General and select one of the two options of ' Browse Folders’

The disadvantages of a separate window for each directory is that your screen is
soon filled up with windows. However, aquick way of closing an entire hierarchy
of windows isthe key combination ALT+SHIFT +F4.

If you want the explorer layout as a two paned window, select View — Explorer
Bar and enable 'Folders. You are not able to store this configuration, this might
be the biggest difference between the Explorer and My Computer

Explorer and My Computer can hidefile extensions

Windows XP Explorer and My Computer allow you to hide known file extensions
like. txt,.fm.doc etc. One of the problems when you hide them is that the
editor Notepad appends the extensions . t xt to files which do not have a known
extension. For example, | i cense. dat ischangedtol i cense. dat .t xt and
thereby becomes unusable. Therefore, we recommend to configure My Computer
such that it shows file extensions:

1. Double-click My Computer

2. Click Tools — Folder Options — View

3. Unselect Hidefile extensions for known file types
4. Click OK

This setting also applies to Explorer.

Search

The Windows XP Find program allows you to search files and directories accord-
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ing to various criteria.

Suppose you are looking for the file named cosy:
a) Click Sart — Search — For Filesor Folders
(or press F3 when the cursor is on the desktop background)

b) Click the small arrow right of the field L ook in: select the drive on which
you expect to find the file. If you select My Computer, all drives will be
searched.

¢) Inthefield Named: enter cosy

d) Click Find now

All files which contain the string cosy in their name will appear in the result, e.g.
cosy,cosygs, pecosy. You can directly open the file by clicking on it. Further-
more, you can also search for text files which contain a certain string if you define
it in the field *Containing Text’. Clicking on 'Search Options’ will show you
some more parameters like 'Date’ or 'Size' which you can added in your search
options

16.1.5 The Windows Command Prompt

A Windows XP Command Prompt (shell) can be opened in three ways.
e Click Start — All Programs — Accessories — Command Prompt
* Click Sart — Run enter cnd click OK
* PressCTRL+ESC — r enter cd click OK

A window will appear where you can enter Windows commands likecd, dir,
type, copy, ren, nove, notepad, print, ipconfig, cacls,
tel net, ftpetc.

The default Prompt is C:\> when the computer was booted from this drive.

16.2 Fileand directory permissions

Windows XP supports file level security on NTFS but not on FAT filesystems.
Note that ToPsPIN can only beinstalled on NTFS and as such it supports file level
security.
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16.2.1 Permissionsand Types of Access

Folders and files can have the following permissions:

_ Full ' Read&  List Folder .

Permission Control Modify Execute  Contents' Read  Write
Traverse Folder! /
Execute File? yes yes yes yes no no
List Folderst /
Read Data? yes yes yes yes yes no
Read Attributes yes yes yes yes yes no
Read Extended
Attributes Yes yes yes yes yes no
Create Files! /
Write Data? yes yes no no no yes
Append Data yes yes no no no yes
Write Attributes yes yes no no no yes
Write Extended
Attributes yes VASS no no no yes
aDn%'e;ﬁ iUbfd ders yes no no no no  no
Delete yes yes no no no no
Read Permissions yes yes yes yes yes yes
Change Permissions yes no no no no no
Take Ownership yes no no no no no
Synchronize yes yes yes yes yes yes

L folder permission

2 file permissions
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16.2.2 Changing file permissions
The permissions of asingle file can be changed as follows:

1. Findthefilein the Explorer (see chapter 16.1.1)
Right-click the fileicon
Click Properties

E N

A window ' Properties’ will appear:*

e Click Security

Highlight the user/group for whom/that you want to change the permissions
Click Allow or Deny to set the permissions

If you want to add a new user/group click on Add

A window ' Select Users, Computers or Groups' will appear:
a) Select the oneyou are looking for Add — OK
9. Select the permissions you want to give to the new name

© N o O

If you want to select special permissions, do step 1-5 then click Advanced
1. A window ’Access Control Settings for <filename>" will appear:

* Click Permissions — View/Edit
2. A window 'Permission Entry for <filename>" will appear:

« Click Allow or Deny of the permissions you want OK — OK — OK

16.2.3 Changing directory per missions
The permissions of adirectory can be changed in the same way asfile permissions:

In the window ’'Permissions Entry for <directoryname>’ you can select in the
Field 'Apply onto’ the effects of changing the permissions. Click the small arrow
right of the field Apply onto and select the entry of your choice. You can select
any combination between folder and/or subfolder and/or files OK — OK — OK

1. If Windows X P isinstalled the security section might be not displayed. If you like to seeit,
you have to defineit in the options of Windows Explorer. Click on 'Tools' — ' Folder
Options', click on’View’ and disable the entry: 'Use simple file sharing (Recommended)’
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16.2.4 Read-only attribute

The problem of setting the Read-only attributes only in the entire directory and
not in the subdirectory is solved under Windows XP:

1. Findthefile or directory in the Explorer
2. Right-click itsicon
3. Click Properties
4. A window 'Properties’ will appear:
a) Click the attribute Read-only to switch it on or off

5. A window ’Confirm Attribute Changes' will appear where you are able to
decideif your changes are set only for the entire directory or aso for the subdi-
rectories and folders.

16.3 Known Problemsin ToprspIN for Windows XP

AU programs which were copied from another computer are sometimes not dis-
played properly by Notepad. This happens if they were transferred with FTP in
binary mode. You can either transfer the file again using f t p in ascii mode or with
r cp or you can correct thelocal AU program as follows:

1. Sart — All Programs — Bruker TopsPIN — GNU Shell
2. Vi au_program
in the editor window enter:
:set textnode
s wqg!
3. notepad au_program
— the AU program should be displayed correctly now

16.4 Compressing filesand directories

16.4.1 Settingthe Compress attribute

For each file and directory under Windows XP, you can set so caled attributes.
One of these is the Compress attribute which reduces the size considerably.
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16.5

1. Right-click afile or folder in the Explorer
2. A popup menu will appear:
e Click Properties
3. A window '<name> Properties will appear:
a) Click Advanced
b) Enable the attribute Compress Contentsto save disk space —» OK — OK

Compressed data will be uncompressed and recompressed automatically whenever
they are accessed by an application. Note that this process will take time and your
application runs slower when they work on compressed data. For transferring files
or directories you might want to compress/archive them in zip format using the
program Winzip rather than using the Compress attribute (see chapter 19.2).

Editing text files

You might know, UNIX doesn't write Carriage Returns (CR) at the end of text
lines. That means that some files we create will not display properly in an editor
like Notepad:

B hardware.exam - Notepad [_ O] x]
File Edt Search Help
bt harduare.exam: list of all hardware detectable by 'cf'EH#E# To copy one of these entries into 'hardware_list' proce -]
RHERERERERHHER R EHUANES PN-C | PN-D | PHN-E | ECL | SH | description/commentB#il#f Transmitter entri
al |B-LTH1868 588-688 28+48dB{1H) 20+4BdB(19F) 28+L4BdB(3H)N | |¥1345831] a]
|1H Ecoupler 308 1x26dB({1H)N | |W1381108] 3] |1H Ecoupler 388 2x20dB(1H)N |
F Ecoupler 368 1x2B8dB{19F)N | |W1381247 | 3 |19F Ecoupler 368 2x28dB{19F)N
|W1301567| a] |19F71H Ecoup.380 28+408dB(1H) 20+40dB{19F) 20+40dB(3H)N 1 Kl
|w1381282| 2 |3H Ecoupler 488 2x20dB(3H)N ] 11381283 0| 130 Ec
8 0 |Tube 188 1H/19F 6BWin/1B808WoutE | H53u2| 8 |Tube 200 1
|HPTXcus3| | |Custom3d X-BB 20Win/1080WoutE | |HPTXcus4| |
204680 | |SE451 480 (SE4S1 RG table, no Quad Hixer)R | e |
| zoB2818] | |RX22 (RX22 RC via RSYSS, no Quad HMixer)E | | Ze82811] |
| Has23| | |HEI-Hem-Ext ahkW/chBERE PTS entriesl | | o8173] |
.88 HHz doubling)l | 2812289 | |PTS-6208D Trip-588 (3 outputs, 628 HHz max, 369.8
073 | |PTS 620 1MHZ (1 output, 628 HHz max, 309.00 MHz doubling)l | | 01473
8 Sample Changer seriell N | | Hi1888] | |B-ACS68/688 Sample Changer Oxford W
| 1H1108625 | ] |uTU B-UT2888 (sep. unit) I | 1181854 ]
=
K — b

That doesn't mean that the file is damaged, it only means that the editor cannot
resolve the issue. One reason to pick Wor dPad as an editor is that Wor dPad
(unlike Not epad) is smart enough to render such files:
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Bl Hardwa™1.exa - WardPad i i

File

Edit View Inset Fomat Help

DR SR ) 0] 5

# hardware.exsm: list of all hardware detectsble by 'cf

#

TOT T T T W T TE TG T W TE T W AL MW MW AW A W AW AW W

# To copy one of these entries into 'hardware_list' proceed as described:

# - delete all lines except the one you want to copy:
wi hardware.exeam

hardware.exsm should now contain the desired entry only!

— if available: insert EC-level and 5N to keep data up to date:
wvi hardware.exam

- move hardware.exam into instrument directory:
cd Coat curinst”
wv . ./hardware.exeam .

- insert desired entry into hardvare list:
su (become superuser)
cp hardware_list hardware_save (make backup)
wi hardware list

finished: hardware_list should now contain the new entry.

usable vi comwands: dd (delete 1 line), <n>dd [delete n lines)
L=

insert EC-level and serial number
twg

wove cursor into line vhere you want to insert the new entry
:r hardware.exam (insert file)
1w

#
# PN-C | PFN-D | PN-E | ECL | SN | deseription/comment
#
# Transwitter sntries
| | W1301248] ol |B-LT3-5 20+40dE(X] 20+40dE(1H) 20+40dB (19F) 20+40dB (3H)
| | W1301642 | o |BE-LT4-5 204¢0dB(X) 20+40dE(1H) 2Z0+40dB(1SF) 20+40dE (3H)
| | W1301242 | 1] |BE-LT4 no att.(X) 2x20dB(1H) 2x20dE(1SF) Zx20dB (3H)
| |W1301242 | z| |BE-LT4 20440dE{X) 20440dB{1H) 20+40dE (19F) 20+40dB (3H)
| | W1301240( 1] |E-LTS no att.(X) 2x20dE(1H) 2x20dE(1SF) 2x20dB (3H) =l
Far Help. press F1 e

Thus, if you see displays like the Notepad-exampl e above, please try a smarter edi-
tor: WordPad comes with every Windows and those that have Microsoft Word can
of course use Microsoft Word to edit filesin luxury.

16.6 Upper/Lower case letters

The Windows file system NTFS intentionally does not differentiate between upper
and lower case letters. Therefore working on a PC, please observe the following:

if you want to work with your SGI spectraon a PC avoid to create datasets with
the same name differentiated only by being written in upper or lower case let-
ters.

. do not ignore the upper and lower case letters of TopsPIN commands. If for

instanceyou typer par PROT* TopspIN will display the rpar-list of al param-
eter sets beginning with 'PROT'. The command r par Pr ot * will show no
parameter list, although the MS-Explorer displays the parameter set 'PROTON'
in the wrong way 'Proton'.






Chapter 17

Plotting and Printing under
Windows XP

17.1 Printing/ plotting data

17.1.1 Plotting and printing

Under Windows XP, al common printer drivers are available and printers are
installed with the Windows XP add printer tool (see chapter 14.1). When a printer
isinstalled under Windows XP, it can be used for plotting from TopspiN and TOP-

SPIN PLOT EDITOR.

The default printer and plotter for ToPsPIN are defined during the configuration of
TopPsPIN by expinstall (see chapter 8.1.1).

17.1.2 Print/Plot from the Menu
The current datawindow can be printed as follows:

1. From the TOPSPIN menu:
« Click the print button in the upper toolbar
e orClick File— Print
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e orEnterprint orCrtl-p
All these actions are equivalent; they open the Print dialog box.

[ Print [Ctrl+P], - plot -r. X
Options
O Print active window [prit]
& Print with |ayout - start Plot Editar [plat]
© Print with 1ayout - plot directly [autoplot]
Required parameters
LAYOUT = HADI_H s -
Use plot limits Fill data set list

O from screen § CY
; . O from your default portfolio
@ From Plot Editor Reset Actions

O as saved in Plot Editor

[ override plotter saved in Plot Editor:
CURPLOT = HP Laserlet 5100 PCL &

[ ok || cancel ][ Hep |

2. Inthe Print dialog box:
a) Select Print active window [prnt]
b) Click OK

Before printing starts, the operating system print dialog box will appear to se-
lect e.g. the printer and printer properties.

The Print dialog box contains two further options:
« Print with layout - start Plot Editor [plot]

If you select this option and click OK, the Plot Editor will be started. This
option is equivalent to entering plot on the ToPSPIN command line.

« Print with layout - plot directly [autoplot]

Selecting this option activates the Plot Editor layout list box. Select the
desired layout and click OK to print. Standard layouts are delivered with
TopsPIN. They use the Windows default printer. User defined layouts use
the printer defined in the TOPSPIN PLOT EDITOR. On a 1D dataset, only
1D layouts are listed, on a 2D dataset only 2D layouts are listed etc.

For the last two options, the following Required Parameters are available.
Use plot limits:
o from screen/ CY

The plot limits and maximum intensity are used as they are on the screen
(processing parameter F1P, F2P and CY, respectively)
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+ from Plot Editor Reset Actions

The plot limits and maximum intensity are set according to the TOPSPIN
PLOT EDITOR Reset Actions (right-click inside the TOPSPIN PLOT EDI-
TOR data field and choose Automation to set the Reset Actions).

» assavedin Plot Editor
The plot limits and maximum intensity are set in the specified layout

Fill dataset list:
« from your default portfolio

The portfolio contains the current TOPSPIN dataset plus the data from the
default Plot Editor portfolio

« from port folio saved in dataset
The portfolio contains the current TopspPIN dataset plus the data from the
portfolio stored in this dataset

17.1.3 Plot data from the Processing guide

Printing/plotting data can be done from the Processing guide by clicking the
Plot/Print button. If Automatic mode is checked, the active data window will be
printed as it appears in the screen. If Automatic mode is unchecked, you will get
the dialog box.

17.1.4 Plot datawith the TOPSPIN PLOT EDITOR

Although the pr i nt command alows you to use or start the TOPSPIN PLOT EDI-
TOR, you can also start it from the command line (enter pl ot ). Thiswill open the
TOPSPIN PLoT EDITOR from which you can create layouts and plot data. The
complete TOPSPIN PLoT EDITOR functionality is described in its online manual
that can be opened from the TOPSPIN PLOT EDITOR Help menu.

17.1.5 Print the Integral list
1. Click the Integrals tab of the data window
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2. Enter pri nt, Ctrl+p or right mouse click in the data window to print it

exam1d_1H 1 1 C:Bruker'TOPSPIN2.0 guest

Spectrum | ProcPars | AcquPars| Title | PulseProg Peak5||m59ra‘5‘8amp\e Structure | Fid

& Dhject Integral [ah3] Integral [rel] eaks w(F 13 [ppm] Intensity
= Irtegral 1 216072656 68
C Lpeak 38318 15.76
# Integral 2 213030818 69 0.9853 1
]
= Integral 4 730954726 62 5.3929 3

3.0861 17.34
3.0451 17.94
2.9600 18.94

--\megral o] 32577996075 1.9077 1

17.1.6 Print the Peak list

1. Click the Peakstab of the data window
2. Enterprint, Ctrl+por right mouse click in the data window

examid_1H 1 1 C:BrukeriTOPSPINZ.0 guest

Spectrum | ProcPars | AcguPars| Title PulsePng| PEHkS‘\ntegrals Sample | Structure | Fid

¥ wiF1) [ppm] Intensity

17.1.7 Copy datato Other Applications

Under Windows XP, you can easily copy the data window contents to other appli-
cations. To do that:

Click Edit — Copy [copy]

Thiswill copy the data window contents to:

Note:

the clipboard. After that you can paste the clipboard contents to any Win-
dows application.

the Windows Metafile file screenDump.wmf in the user properties directory
(enter hi st to locate this directory). The Windows Metafile can be
imported by other applications or send to a different computer.

Some programs, when importing spectra from the clipboard or metafile, do

not display the contained information correctly. Particularly when you resize the
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17.1.8

17.1.9

imported graphics, sections of the text, the spectrum, or the axis sometimes have
disappeared.Usually thisis only a display problem. When you print the respective
page, the representation is correct.

Sore (Export) a Data Window as Graphics File

The clipboard and metafile formats are resizable vector formats. In addition to this,
TopsPIN allows you to save the contents of a data window in a graphics file of
selectable type, e.g. .png, .tif, .wmf etc. To do that:

1. Click Edit — Export

2. Navigate to the storage folder

3. Enter the destination filename and extension
4. Click Export

The resolution of such a screen dump equals the resolution of your screen. When
you import a graphics file into an other program, you may loose information when
resizing the graphics.

TOPSPIN PLOT EDITOR

1. TOPSPIN PLOT EDITOR uses the printer driver system of Windows XP for any
printer output. This means that any printer for which a windows driver is cor-
rectly installed can be selected as print device. Note that the printer namein a
layout file written by the Windows XP version is probably not known by the
UNIX version of TOPSPIN PLOT EDITOR because of the different printer han-
dling. Apart from that, layout files can be freely interchanged between the two
platforms.

2. TOPSPIN PLOT EDITOR uses the Windows XP Clipboard. If you put one or
more TOPSPIN PLOT EDITOR objects to the clipboard then these are stored in
windows metafile format. Therefore any windows application which is able to
read metafile data from the clipboard can import TOPSPIN PLOT EDITOR
objects.

3. Another way of exporting graphics is the menu option ’'File/Export’ which
alows you to save the complete layout in Windows Enhanced Metafile format
(EMF). Most current graphical-oriented windows applications can import this
format. This provides a convenient way of importing TOPSPIN PLOT EDITOR
graphics into programs like Word or Powerpoint.
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4. With the TOPSPIN PLOT EDITOR you can directly send your current plot as
Email. Just click File — Send and TOPSPIN PLoT EDITOR will pop-up your
default mail client and add the current plot as an EMF attachment.



Chapter 18

Windows XP commands

18.1 Important Windows XP functions and their shortcuts

The following Windows XP functions will be used regularly in this manual. They
can all be started in different ways by mouse click or by entering a command on
the keyboard. The following section describes some ways to start important func-
tions:

1. Open the Management Console:
« My Computer — right click Manage
2. Working as other User:
* Right click on many icons — choose Run as...
* Right click in Explorer on many applications — choose Run as...
e Typeinacommand prompt:
runas /user:adm nistrator cnd. exe

this will ask you for the administrator password and then open a Command
prompt with administrator permissions

3. Open the Control Panel:
¢ Click Sart — Control Panel

245
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e Click My Computer — Control Panel
e PressCtrl+tEsc—»s —> ¢
4. Open aCommand Prompt:
e Click Start — All Programs — Accessories — Command Prompt
e PressCtrl+Esc — r — enter cmd — click Enter
5. Open the Task Manager:
e Click the RIGHT mouse button on the Taskbar — click Task manager
*  Press Ctrl+Shift+Esc
6. Searchfor files or directories:
* Click Sart — Search — For Filesor Folders
e Enter Ctrl+Esc > s —» s — click Enter
» Press F3 while the focus is on the desktop
(if the focus is not on the desktop: click on the desktop first)
7. Start the Windows Explorer:
e Click Start — All Programs — Accessories — Windows Explorer
* Right-click Start — Explorer
* Double-click icon My Computer on the desktop
8. Configure the network:
* Click Sart — Control Panel — Network Connections
* Right-click My Network Places — Properties
9. Close a hierarchy of windows opened from My Computer:
e Press Alt+Shift+F4

More shortcuts may be found in chapter 18.3.1.

18.2 OnlineHelp

Windows XP online help provides you with two kinds of help:
» help on specific topics
« help on what you see on your screen
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18.2.1 Getting Help on specific topics
Click Sart — Help (for alist of help topics)
« Click Index to get help on a predefined list of keywords
« Enter thefirst letter(s) of akeyword
e Click Find to get help on al keywords contained in a data base
From the window which displays the help text you can go back to the main Help
window by clicking Help Topics.
18.2.2 The question mark (?) in the upper right corner

Several windows, e.g. most windows which are opened from the Control Panel,
have a question mark in the upper right corner. If you click it, the cursor will
change to an arrow with a question mark. Now you can click a button or field you
want information about. The information will disappear when you click the desk-
top background.

18.2.3 Tipson Windows XP

Thiswindow appears every time you log in, unless you unsel ect
Show thisscreen at startup

If you want this window back: click Sart — Run enter wel cone click OK

Click in the right window to read sometips.

18.2.4 Windows XP tipsand tricks on the Web

Innumerous tips and tricks on Windows X P can be found on various Web pages.
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18.3 Keyboard shortcuts

18.3.1 General Shortcuts

Function or mouse equivalent

Keyboard shortcut 1

Sart
Sart — Documents
Sart —» Help

Sart — Run

Start — Search

Sart — Shutdown
Taskbar — Task Manager

Close the active window

Close ahierarchy of windows
Switch to other task

Minimize all windows on desktop
Restore all windows as seen before

Toggle normal/full-screen Com-
mand Prompt

Copy entire screen to Clipboard
Copy active window to Clipboard

CTRL+ESC
CTRL+ESCd

-CTRL+ESCh
- F1 from desktop or explorer

-CTRL+ESC
- WIN+R

-CTRL+ESC ¢
- F3 from desktop or explorer
- WIN+F

CTRL+ESC u
CTRL+SHIFT+ESC

ALT+F41
ALT+SHIFT+F4
ALT+TAB
WIN+M
WIN+SHIFT+M
ALT+ENTER

PRT SC (Print Screen)
ALT+PRTSC (Print Screen)

1. Be careful: If no window isactive Windows XP will prompt for re-

boot
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18.3.2 Shortcutsfor Windows Explorer

Function

Keyboard shortcut 1

Open new Explorer window
Renamefile

Open online help

Open 'Find’ dialog

Open 'Folder’ drop-down list
Force refresh of windows contents
Switch between left and right pane
Go up one level in folder hierarchy

open context menu

WIN+E
F1
F2
F3
F4
F5
F6
BACK SPACE

- SFHIFT+F10
- right mouse click

18.4 Command Prompt versus Graphical I nterface

In a Windows environment, you normally work with a graphical interface, i.e. the
Sart button, Icons on the desktop, the Explorer etc. Nevertheless, Windows XP
offers a Command Prompt, a shell, from which you can run various commands.
The following table compares the Command Prompt with the graphical interface.

Function Command Graphical Interface
Prompt
Files
list files dir Explorer — Click Drive or Folder
delete afile del Right-click anicon in Explorer — Delete
(er ase)
rename afile ren Right-click an icon in Explorer —» Rename
findtextinfiles find Sart — Search — For Filesand Folders—

Containing text
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Function Command Graphical Interface
Prompt
find afile Sart — Search — For Filesand Folders—
Search for Filesor Folders
Directories
make adir. nkdi r File—> New — Folder
(nd)
remove adir. rndir Right-click icon in Explorer — Delete
change dir. cd <dir> Explorer
Utilities
time and date dat e, Sart — Settings — Control Panel —
time Date/Time
backup nt backup Sart — Programs— Accessories — Sys

tem Tools — Backup

18.5 Windows XP Command Prompt versus UNI X shell

1851

Bruker BioSpin supports the TopspIN for both Linux and Windows XP. Here are
some of the differences between these two operating systems which are of interest.

Directory specification

In a UNIX shell, pathnames are specified using the slash (/) character, whereas
under Windows XP the backslash (\) character is used. Example:

UNIX shell: cd / Bruker/ ToPsPI N
Windows XP Command Prompt: cd \ Br uker\ TopspPI N

Under UNIX, command options are usually specified with a minus character (-)
whereas in an Windows XP Command Prompt, the slash (/) character is used. For
example, the command for listing files sorted by date:

UNIX shell:1's -Irt

Windows XP Command Prompt: di r / od
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18.5.2 Windows XP commands versus UNI X commands

Under Windows XP, most commands can be executed via the Graphical Interface.
You can, however, also open a Windows X P Command Prompt and run commands
from there. Here is a list of UNIX shell commands and the corresponding Win-

dows XP shell commands:;

Function UNIX shell Windows XP
Command Prompt

Files

List files I's dir

copy afile cp copy

rename afile mv ren

delete afile rm del (erase)

print afile Ip print

edit afile vi,j ot not epad

display file contents cat type

sort afile sort sort

compare 2 files diff conmp,fc

findtextinfile grep find

find afile find

Directories

make adirectory nmkdi r nkdi r

remove adirectory rndir rdir

copy adirectory cp -r xcopy

change directory cd <dir> cd <dir>

show current directory  pwd cd

Utilities

time and date dat e date,time
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Function UNIX shell Windows XP
Command Prompt

manua pages man hel p

backup tar backup (f1 oppy) or

nt backup (t ape)

18.6 The UNIX GNU shell

For compatibility reasons, a UNIX shell is delivered on the TopspiNn CD and auto-
matically installed during the installation of TopsPIN. When the ingtallation is fin-
ished you can open a GNU shell by clicking:

Sart — All Programs — Bruker TopsPIN — GNU Shell
A GNU shell will open in which you can enter arestricted set of UNIX commands.
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Useful tools for Windows
Windows XP

This chapter contains a description of some tools we found useful. We realize that
many other tools are available for various purposes and we are very interested in
your experiences. Just send your comments to:

nnr - sof t war e- support @r uker - bi ospi n. de

19.1 Update the operating system

There are two things that help you to be up-to-date with the operating system
« email notification about security fixes
« download and installation of hotfixes and service packs

Please see also chapter Microsoft Security Center (chapter 20.8).

Note: Bruker BioSpin recommends to choose the option 'Download updates for
me, but let me choose when to ingtall them' because the option * Automatic down-
load recommend updates for my computer and install them’' could cause that the
PC restarts automatically after the installation of an update.
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19.1.1 Email notification about security fixes

Microsoft offers the possibility to subscribe for a newsletter that will inform you
about security problems and their available fixes. Open Internet explorer and type
in:

http://register.mcrosoft.comregsys/pic.asp

You can subscribe there with your email address and after registration you can
decide which kind of newsletter you want to get. It is recommended to subscribe at
least for the Microsoft Security Notification Service to get al information about
security leaks and their fixes.

19.1.2 Update of the operating system

e Click on Start — All Programs — Internet Explorer Windows Update

« ThelInternet Explorer will open. Click on Tools — Windows Update
Thiswill show a page where you can choose to start the search for all necessary
updates.

« After the search is finished you have to choose which update of the available
list you like to download.

« Start the download and follow the instructions.

19.2 Winzip: pack/unpack zip, tar, gz, uuefiles

The program Winzip allows you to pack or unpack archive files. The most com-
mon format is . zi p, but Winzip also handles several other Windows and UNIX
formats like . t ar, . gz (created with gzip) and . uue (created with uuencode).
An Evaluation Version of WinZip is available at: ww. wi nzi p. comwhich can be
used for viewing and extracting archives. For creating archives, you should order
an official version. Once Winzip is installed, it is automatically started when you
click afilewiththe extension. zi p,. tar,. gz, . uue etc. You can also drag and
drop the file'sicon into the Winzip window. Then click Extract to extract onefile
from the archive or click Checkout to extract al files.

19.3 Defragment your disk

Windows XP has an tool that allows you to defragment your disk. In the course of
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time your disk will become more and more fragmented. Although an NTFS parti-
tion (which is required for TopspIN), suffers much less from fragmentation than a
FAT partition, it might be a good idea to defragment it from time to time.

Sart — All Programs— Accessories — System Tools — Disk Defragmenter






Chapter 20
Windows XP Tips and Tricks

20.1 Creating shortcut icons on the desktop

20.1.1 Creating shortcut iconsto programs

For frequently used programs, it is convenient to create a shortcut icon on the
desktop. For example, a shortcut to the editor Not epad can be created as follows:
1. Right-click the Sart button
2. Click Open
3. A window 'Sart Menu’ will appear:
a) Click All Programs — Click Accessories
b) Pressand hold the right mouse button on the Notepad icon
¢) Dragthe Notepad icon on the desktop, then release the right mouse button
d) Click Create Shortcut(s) Here

Alternatively, you can click Start — Search to find the executable file Not e-
pad. exe and perform step c to d. (see aso chapter 20.1.2).
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20.1.2 Creating shortcut iconsto documentsffiles:

For frequently used files, it is convenient to create a shortcut icon on the desktop.
If Windows X P recognizes the extension of the file, the corresponding program to
read the file will be started, e.g. Word for a. doc file. For atext file without exten-
sion, you can specify the program to be used. e.g. notepad, in the shortcut proper-
ties. As an example we will use the ToPspPIN history file:

1. Findthedirectory <var >\ prog\ cur di r\ <user > in the Explorer
e.g.C.\ Bruker\ TOPSPI N\ pr og\ cur di r\ guest
2. Press and hold the right mouse button on the icon history
3. Drag the history icon on the desktop, then release the right mouse button
4. Click Create Shortcut(s) Here
— anicon Shortcut to hi st ory will appear
5. Right-click theicon Shortcut to history
6. Click Properties
7. A window ' Shortcut to history properties will appear:
a) Click Shortcut
b) Inthefield Target: insert the program to be used before pathname, e.g.
notepad C:\Bruker\T OPSPI N\prog\curdir\guest\history
c) Click OK

20.2 Usethe classic logon screen under Windows XP

To temporarily use the classic logon screen, press CTRL+ALT+DEL two times on
the Welcome logon screen.

To configure Windows X P to use the classic logon and shutdown screens for every
logon session, follow these steps:

1. Click Start, and then click Control Panel.
2. Double-click User Accounts.
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3. Click Change the way users log on or off.

=% User Accounts

Qo © 881ome
Learn About Pick a task...

[2) user accounts
) User account bypes
[2) switching users

or pick an account to change

Svendl nmrsu

4. Clear the Use the Welcome screen check box.

¥ User Accounts |Z"E”z‘

Qo () 82 rome
Related Tasks .
Select logon and logoff options
Manage accounts
Learn About [Jtize the Welcame screeh!
By using the Welcome screen, vou can simply click your account name to log on,
[2) Lagon optians For added security, you can turn off this Feature and use the dassic lagon
prompt which requires users to type a user account name.

Use East User Switching
With Fast User Switching, you ean quickly switch ko another user accourk without
having to close any programs. Then, when the other user is fiished, you can
switch back ko your own account,

20.3 Convenient handling of TopsPIN under Windows XP

20.3.1 Reading data from the Explorer into TOPSPIN

TopPsPIN can read data from the Explorer, via the Clipboard. Perform the following

steps:
a) Inthe Explorer:
* Find the dataset you want to display in TOPSPIN
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* Right-click the data name folder

* A popup window will appear: click Copy
b) InToPSPIN:

* click File —» Paste

You can aso click a data expno or procno folder and read the corresponding data-
set into TOPSPIN.

20.3.2 Copy atext item into the TorsPIN command line

Any text item which can be copied to the Clipboard can be pasted to the ToPSPIN
command line. Of course thisis only useful if this text item is an existing TOPSPIN
command. You can, for example, copy an TopsPiN command from the manual to
the command line:

1. Click Help — Complete Processing Manual

2. A PDF viewer (if installed) will start up showing the ToPSPIN processing man-
ual:

a) Click Tools— Select text
b) Mark an TopsPiIN command in the manudl, e.g. sear ch
c) Enter Ctrl-C
3. Move the cursor on the TopsPIN command line:
4. Click the middle mouse button.
Thisfeatureis especially useful for long command names or commands with many
arguments.The text can come form various sources, e.g. online documents, the

Command Prompt, text editors. You can, however, not copy file or program names
directly from the Explorer to the ToPsPIN command line.

20.4 Various useful configurations

This paragraph describes severa settings that we found useful. They have no influ-
ence on the TopspIN performance and you are free to choose your own settings.

20.4.1 Configuring the Taskbar

1. Right-click the Taskbar !
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2. Click Properties
3. A window 'Taskbar Properties’ will appear:
* De-select the item Always on top, click OK

Thiswill create more space on the desktop.

20.4.2 Hide known file extensions
See chapter 16.1.3

1. Open the Explorer
2. Click the menu Tools — Folder Options
3. Inthe’Folder Options’ window:

a) Select VIEW

b) Unselect Hidefile extensionsfor known file types (if it is selected)
¢) Click OK

20.4.3 Show hidden filesand folders

1. Open the Explorer

2. Click the menu View — Options

3. Inthe’Folder Options’ window:
a) Select VIEW
b) Select Show hidden filesand Folders
¢) Click OK

20.4.4 Configuring the GNU shell

The GNU shell isdelivered on the CD ' TopsPIN for Windows XP' and is automati-
cally installed together with the installation of TOPSPIN. It provides a set of UNIX
commands. By default, the resize and cut & paste functions are not active.

Making the GNU window resizable by default:

1. Click Sart — All Programs — Bruker TopsPIN — GNU Shell
2. A GNU shell window will appear:

1. Thetaskbar isusually, but not necessarily, at the bottom of the screen



262 Windows XP Tips and Tricks

a) Click the symbol in the upper left corner of the window
b) Click Properties
3. A window 'GNU shell properties’ will appear:
a) Click Layout
b) Inthefield Screen Buffer Size:

» Set Width to 200
e Set Height to 100
¢) Click OK

4. A window 'Apply propertiesto shortcut’ appears:
a) Click Modify shortcut which started this window
b) Click OK

Enabling the cut & paste function:
1. Click Sart — All Programs — Bruker TopsPIN — GNU Shell
2. A GNU shell window will appear:
a) Click the symbol in the upper left corner of the window
b) Click Properties
3. A window 'GNU shell properties’ will appear:
a) Click Options
b) Select QuickEdit Mode
4. A window 'Apply properties appears.
e Click Apply propertiesto current window only
* Click OK

The reason we do not recommend to enable the cut & paste function by default is
that it would also count for the GNU shell started by TopspPIN. Accidentally using
cut & paste in that window could cause TOPSPIN to crash.

20.5 Connecting UNIX and Windows XP with Samba

Sambais a suite of programs which work together to allow clients to access UNIX
file systems and printers viathe SMB (Session M essage Block) protocol.
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In practice, this means that you can 'share’ disks and printers with UNIX systems.
You can then access them from LanManager clients, Windows for Workgroups
3.11 clients, Windows95 clients, Windows NT clients, Windows 2000 clients,
Windows XP clients and OS/2 clients. A 'share’ is a term used to describe
resources (directories, printers, etc.) that the server is making available for others
on the network to use.

More information you may find in chapter 13.4.3, in the directory
[ usr/sanba/ README and /usr/ sanba/docs or if you have Internet
accessonhtt p: // sanba. org

The license conditions are described in/ usr / sanba/ COPYI NG

20.5.1 Accessing the network share provided by Samba
5. You can access shares from any Windows XP PC using the Run... feature
available from the Start button.
Run

S== T ype the name of a program, folder, or document, and
‘whindows will oper it for pou.

Open: I'\\dmxwﬂwb =]

QK I Cancel I Browsze. .. I

Type in two back-slashes followed by the (UNIX-)computer name (this operation
isequivaent to running a'f i nd' on a particular computer.

6. The corresponding response shows up in a Windows Explorer window:

& Dmx400wb =]
File Edit “iew Help

1 quadcourse

|'I object(z] selected o

You can double-click on the share you want to see and it will come up with either a


http://samba.org
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password request for shares with managed access...

Enter Network Password E
ou must supply a password to make this connection:
Cancel I
Resource: SAOMEADMWESMT G

Password: ||

¥ Save this password in your password list

.. or thelist of contents (in yet another Explorer window):

% \\DMX400wB\quadcourse [=[C0]
File Edit “iew Help
i chabasite.27dl GaZ0371Ga  kappa.Zfal KBr
MaPN.23Ma  RbMOZMO  silimarnite. 27 besst yag.27al
make_pass_n Qpass Qpassl_n Qpassl_n gpass2.dm
|
Opass?_n (Opass3_n Opassd_n steopt HIEPASS
xfshear
|21 object(s) |48.2kE 7

If you cannot get access to a share that you see and you ar e confident that the
password is correct please see chapters 20.5.3 and 20.5.4.

To copy files you can drag-and-drop them from a content display and deal with
files and directories as if they where local (e.g. you can drag-and-drop acqu-files
into a Wordpad-icon on you desktop. Technically the job of making a connectionis
completed here.

20.5.2 Mapping network sharesinto 'local’ drives

For some applications (including ToPsPIN) you will need, however, to map the net-
work share to a(virtual) disk drive. That is. You create alook-alike of alocal drive
like, say, U: that pointsto the share you assign to it. Doing thisis very simple:
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Step #1: click with the right mouse button on the share you want to map to a disk

drive

LI Dmx400wh
Fil= Edit “iew Help

IS[=] B3

DOpen
Explore
AddtoZip

Map Metwoark Drive. ..

Azsignz a dris Create Shortcut

R

Froperties

Select 'Map Network Drive' (as shown).

Step #2: Select an appropriate drive letter (here: U: ) and decide whether or not to
click the 'reconnect at logon' box. If you want a permanent connection that auto-
matically is re-established any time the (client) PC is booting up click this box. If
you don't check it this connection will only last until the next reboot.

Map Network Drive
Dive [ ~ |
Path: D k4000 B \quadcourze Cancel I

" Feconnect at lagon

Step #3: Press'OK'. Asyou press 'OK ' the system will connect this network share
as a new drive caled U. You can look up the new virtua disk in Windows

Explorer after afew seconds:

5‘ Exploring - U\ |- (O] =]
Fle Edit View Tools Help
Al Folders Contents of 11:4
I 53 Mg on W' [5:) :_' Mame =
52 Trnp on ‘Sws' [T:] m"temp
=2 =Lt (20 chabasite. 27l .
=2 Software on W' [w:] C1Ga202.71Ga
=3 Caibin on "Sws' <) (3 kappa. 274l
52 Y2000 on “whew' 1] Caker
= Main [£]]
MaPH. 230
[&] Contral Panel J D 2 N =
. [ RRMOZ RN
Pk (] Printers LI 4 I | »
121 object(s] |48.2KB [Disk free space: 1.07GB) i

On the right-hand side the files shared out from UNIX are shown and you can go
about copying, moving etc just like with native Windows files.
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20.5.3 Configuring Windows XP to handle UNIX-style password
requests
One of the most annoying problems with SAMBA is that older versions are not
able to authenticate network connectors using encrypted passwords. In SAMBA
2.0.x the default setting is still plain password but you could change it to
encrypted. T2.1hisis the best way for the security of your network. If you want to
use the plain-text password, it is possible on Windows XP side, to enable the
authentication with clear-text passwords sent over the networking enabling the
respective registry key (see the following chapters 20.5.5 and 20.5.4)
Note: THISINTRODUCESA S GNIFICANT SECURITY LEAK!
20.5.4 EnablePlain Text Password
1. Login asadministrator.
2. Click Start — Control Panel
3. Click Administrative Tools — Local Security Policy
4. Enablethetree Local Policies— Security Options
5. Ontheright side double click the entry ' Send unencrypted password to ...’
6. Click on’enabled’
7. If your computer is part of a Windows NT / 2000 / XP domain contact your
domain administrator about this policy setting and its interaction with possible
"group policies
20.5.5 Thereisone shortcut you can try with newer samba-versions

They deliver a file cdled WnXP_Pl ai nPassword.reg in the
.. I sambal/ docs directory. If you can locate this file in the Windows Explorer
and double-click it, it will automatically make the additions to the registry file
detailed hereafter. If you double-clicked the file and it worked you are done here.
If not, you need to proceed as detailed in chapter 20.5.4 and manually make the
necessary changes.
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20.6

How to log on to Windows XP if you forget your password

20.6.1

20.6.2

Method 1. Log On asan Administrator and Reset the Password

If you can not log on to Windows by using a particular user account (including the
Administrator or Computer Administrator accounts), but you can log on to another
account with administrative privileges (including the Administrator or Computer
Administrator accounts), follow these steps:

1. Log on to Windows by using the administrator account that has a password that
you remember.

Note: You cannot log on as usual by using the Administrator or Computer Ad-
ministrator account to a Windows X P Professional-based computer in a work-
group. Tolog on asthe Administrator or Computer Administrator, you must start
Windows XP in Safe Mode.

2. Click Start — Click Run.
3. In the Open box, type the following command, and then click OK:
control userpasswords2

4. Click the user account that you forgot the password for — Click Reset Pass-
word.

5. Typeanew password in both the New password and the confirm new password
boxes — Click OK.

You should now be able to log on to Windows with the user account and the new
password.

WARNING: If you reset the password for a user account in this manner in Win-
dows XP Professional, the following types of information for that user will be no
longer available:

« E-mail messages that are encrypted with the user's public key
« Internet passwordsthat are saved on, or remembered by, the computer
« Any filesthat the user has encrypted

M ethod 2: Use a Password Reset Disk

If you created a password reset disk for Windows XP, you are able to reset your
password by using the password reset disk. For additional information about how
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to use a password reset disk, please check the articles in the Microsoft Knowledge
Base:

* In order to create and use a Password Reset Disk for a computer that is not a
domain member in Windows X P please read:

http://support.ncrosoft.con defaul t.aspx?sci d=kb; EN-

US; 305478

* In order to create and use a Password Reset Disk for a computer inadomainin
Windows XP please read:
http://support.nicrosoft.con defaul t.aspx?sci d=kb; EN-
US; 306214

20.7 Error Message When You Usethe Add Printer Wizard

When you create a printer (either a loca printer or a remote network printer) by
using the Add Printer Wizard, you may receive the following error message:
"Operation could not be completed. The print spooler serviceis not running."

This error occurs because the Spooler service has not been started or has stopped
working. To start the Spooler service, follow these steps:

1. Click Sart — Click Control Panel.
2. Double-click Administrative Tools — Click Services.

3. Double-click the Printer Spooler service — Change the startup type to
Automatic. This sets the Spooler service to start automatically when you
restart the computer.

4. If you want to start the spooler service immediately, click the Start button
under the Service Statusfield.

20.8 Microsoft Security Center

If you connect your computer to the Internet, you can be vulnerable to viruses,
worms, hackers, and other Internet intruders. To help protect your computer
against viruses and other security threats, Bruker BioSpin recommends to have a
firewall and updated antivirus software running at all times.

Microsoft Windows XP Service Pack 2 (SP 2) contains the new Security Center,
which helps you to manage your computer's security settings and therefore more


http://support.microsoft.com/default.aspx?scid=kb;EN-US;305478
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secure. If you are not running a firewall or an up-to-date version of antivirus soft-
ware, you will see an aert in the notification area, to theright of the taskbar.

Wit the help of the Security Center you can check the status of the important secu-
rity settings. You can aso use it to find information about the latest virus or other
security threat or to get customer support from Microsoft for a security-related

issue.
20.8.1 How to open Security Center

1. Click Sart — Control Panel.

2. Double-click Security Center. A window 'Microsoft Security Center’ will
appear:

@ Security Center

Help protect your PC

Security essentials

& Firewall 00N x
u.&uwmallc Updates QOoN =
L Virus Protection QON
..... % & a s protet uter sqast viuses and otber
securky theeats, tiges doss antivius sftsars bel orobest my compter
Mot You row Pares aft that i O
|_Ppcommendabens. .
Manage security settings for:
9 Intermet Optian ‘u Automatic Updste (gl Windows Firewell

Peain inad var rtvms £ Lyteeest

The Security Center helpsto check that you have:
* A software firewall.
« Configure the settings for Automatic Updates.
e Anup-to-date antivirus program.

If the Security Center detects that your computer might benefit from enhanced

security in one of the three areas (Firewall, Automatic Updates and Antivirus pro-
gram), it displays an alert in the notification area (to the right of the taskbar). An
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20.8.1.1

20.8.2

aert messageis displayed every time you log on, until the problem is fixed.

Windows Security Center checks for many common antivirus and firewall pro-
grams, but it is possible that you might be using a program that Windows can't
find. If you are not sure about the status of your antivirus or firewall solution, or if
you receive a Security Center alert that seems incorrect, check with your antivirus
or firewall vendor to find out if the software you are running is supported in the
Security Center.

Note: If your computer is part of a domain, your security settings are typically
managed by your network administrator. In this case, the Security Center does not
display your security status or send alerts.

What do the new security icons mean?

Windows XP SP2 contains a set of security icons that can help you recognize
potential security risks and choose appropriate security settings.

These icons means:
. f@ Indicates important security information and settings.

. r@ Notifies you of a potential security risk.

. "@ Situation is more secure. Your computer is using recommended
security settings.

Warning: situation is potentially harmful. Consider adjusting security
settings to enhance the security of your computer.

-

. @ Your computer's current security settings are not recommended.

Firewall

Windows Firewall, previousy known as Internet Connection Firewall or ICF, isa
protective tool that monitors and restricts information that travels between your
computer and a network or the Internet. This provides a line of defence against
someone who might try to access your computer from outside the Windows Fire-
wall without your permission.
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Bruker BioSpin recommends to protect your computer against viruses or security
threats, we recommend to keep the Windows Firewall (or another firewall) on.

20.8.2.1 To open Windows Firewall

1. Click Start — Control Panel.

2. Inthe window Control Panel — click Windows Security Center.
3. Click Windows Firewall.

4. A window *Windows Firewall’ appears:

%= Windows Firewall g]

General | Exceptions | Advanced

“wfindows Firewsall helps pratect pour computer by preventing unautharized users
fram gaining aceess ba your computer throuah the Intemet or a netwark.

@ (® On [recommended)

This setting blocks all outside sources from connecting to this
computer, with the exception of those selected an the Exceptions Lab

Select thiz when pou connect ta public networks in less secure
Iocations, such as airports. You will not be notified when Windows
Firewall blacks programs. Selections an the Exceptions tab wil be
ignored.

@ O Off [not recommended)

Avoid using this setting, Turning off Windows Firewall may make this
computer more: vulnerable to virses and intuders

‘what else should | know sbout ‘windows Firewall?

Because a firewall restricts communication between your computer and the Inter-
net, you might need to adjust settings for some programs that prefer an open con-
nection. These adjustments are called ' exceptions'.

Windows Firewall now has three settings:

1. On: Windows Firewall isturned on by default, and normally you should leave
it that way. When you choose this setting, Windows Firewall blocks all unsolic-
ited requests to connect to your computer, except for requests to programs or
services selected on the Exceptions tab.

2. On with 'Don't allow exceptions': When you select the Don't allow excep-
tions check box, Windows Firewall blocks all unsolicited requeststo connect to
your computer, including requests to programs or services selected on the
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20.8.2.2

Exceptions tab. Use this setting when you need maximum protection for your
computer (e.g. when you connect to a public network in a hotel or airport)

There is no need to keep Don't allow exceptions selected all the time, because
when it is, some of your programs might not work correctly, and the following
services are blocked from accepting unsolicited requests:

* File and Printer Sharing

« Remote Assistance and Remote Desktop

« Discovery of network devices

» Preconfigured programs and services on the exceptions list
< Additional itemsthat you've added to the exceptions list

3. Off: This setting turns Windows Firewall off. When you choose this setting,
your computer is much more vulnerable to harm from unknown intruders or
viruses. This setting should only be used by advanced users for computer
administration purposes, or if your computer is protected by another firewall.

Windows Firewall settings

If you are running Windows XP SP2 the Windows Firewall is turned on by default.
This means that most programs will not be allowed to accept unsolicited commu-
nications from the Internet unless you choose to list those programs as exceptions.
There are two programs that, by default, are already added to the exceptions list:
Filesand Settings Transfer Wizard and File and Printer Sharing.

Because firewalls restrict communication between your computer and the Internet,
you might need to adjust settings for some other programs that prefer an open con-
nection. You can make an exception for these programs, so that they can communi-
cate through the Windows Firewall.

Each time you allow an exception for a program to communicate through Win-
dows Firewall, your computer is made more vulnerable. If you have lots of excep-
tions and open ports, your computer can become more vulnerable. To help
decrease your security risk:

« Only alow an exception when you really need it.
* Never allow an exception for a program that you don't recognize.
* Remove an exception when you no longer need it.

Sometimes you might want someone to be able to connect to your computer,
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despite the risk such as when you expect to receive a file sent through an instant
messaging program.

You can use the Bruker BioSpin setfirewal | .cnd script to configure the
Windows firewall (see chapter 8.9).

Note: Thefirewall for the spect ethernet card has to be disabled!

20.8.2.3 To add a program to the exceptions list

1. Click Start — Control Panel.

2. Inthe window Control Panel — click Windows Security Center.
3. Click Windows Firewall.

4. A window 'Windows Firewall’ appears..

%= Windows Firewall E

General | Exceptions | Advanced

Windows Firewsll helps protect your computer by preventing unsuthorized users
from gaiving access ko your computer through the Internet or & network.

@ (® On [recommended)

This sefting blocks all outside sources fiom connecting to this
computer, with the exception of those selected on the Exceptions tab.

Select this when you connect to public networks in less sscure
lacations, such s airparts. You will not be notified when Windows
Firewsall blocks programs. Selections on the Exceptions tab will be
ianored

@ (O DIff (not recommended])

Avoid using this setting. Tumning off Windows Firewall may make this
camputer more wulnerable to viruses and intruders.

Wwfhat else should | know about Wwindowss Fireval?

5. Click on the Exceptions tab. Under Programs and Services, select the check
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box for the program or service that you want to allow, and then click OK.

%= Windows Firewall

3]

General | Exceptions | Advanced

Windows Firewall is blocking incoming network connections, except for the
programs and services selected below. Adding exceptions allows some programs
to work better but might increase your security risk.

Programs and Services
Name ~
Bruker_TOPSPIN_swish3_in_CABrukerts13b13
Eruker_TOPSPIN_swish3_in_C:\Brukerswin-NMA
=

cpiserver

dataserver

File and Printer Sharing

GoClient

Hurnmingbird NFS Server

Hurmmingbird partmapper

java

WA Irnrdd o

[(AddFogem.. | [ addPar. | [ Ed ] [ Dekte

Display a notification when Windows Firewall blocks a program

‘what are the risks of allowing exceptions?

20.8.2.4 Add a program (or service) to the exception list

1. Click Sart — Control Panel.

2. Inthe window Control Panel — click Windows Security Center.
3. Click Windows Firewall. A window appears — click on the Exceptions tab.

= Windows Firewall &l

General| Exceptians | Advanced

Wfindows Firewall is blocking incoming network. connections, except for the
programs and services selected below, Adding exceptions alows some programs
to work better but might increase your security risk.

Programs and Services:
Mamne )
Bruker_TOPSPIN_xwish3_in_C:\Brukerits12613
Biruker_TOPSPIN_swish3_in_C:\Bruker'edw/IN-HMR
cpr

cprserver

dataserver

File and Printer Sharing

GoClient

Hummingbird NFS Server

Humnmingbird portmapper

java

I el e

[ AddProgam.. | [ addPar. ][ Edi. | [ Dekte

Display a notification when Windows Firewall blocks a program

wihat are the risks of allowing sxceptions?
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4. Click on Add a Program. Thiswill open adialog box.

Add a Program

Progy

£73CheckCD
&} Cieate bool OO

& Download Diiver

3 FileOnCD

B FreelCel

W Heans

&gl Internet Backgammon
@ Intemel Checkers

4 Intemnet Explorer

LChange scope.

To allow communications with a program by adding it to the Exceptions list,
select the program, or click Browse to search for one that is not listed.

v

Path: | C:\Program Files\Cammon Fileshadobel\ESDY

X)

Click the program that you want to add, and then click OK. The program will

appear, selected, on the Exceptionstab, under Programs and Services.

5. Click OK.

20.8.2.5 Open a Port in the exception tab

If you still do not find the program, you can open a port instead (When you open a

port, remember to close it again when you are done using it.).

Adding an exception is preferable to opening a port because it is more secure than
opening a port, because the firewall is only open while the program is waiting to

receive the connection.

1. Click Sart — Control Panel.

2. Inthe window Control Panel — click Windows Security Center.

3. Click Windows Firewall.
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4. A window 'Windows Firewall’ appears. Click on the Exceptionstab.

% Windows Firewall

General | Exceptions | Advanced

Windows Firewall is blocking incoming network connections, except for the
pragrams and services selected below. Adding exceptions allows some programs
ta work better but might increase your security risk,

Programs and Services:
Name ~
Bruker_TOPSPIN_swish3_in_C:\Bruker\ts13b13
Bruker_TOPSPIN_swish3_in_C:\BrukersdwM-MNMA
cpr
cpiserver
dataserver
File and Printer Sharing
GoClient
Hurnmingbird NFS Server
Hurnmingbird partmapper
java
WA Irnare pves bt

[ AddFogam.. ] [ AddPot. ][ Edi | [[__Delete

Display a notification when ‘Windows Firewall blocks a program

‘what are the risks of allowing exceptions?

5. Click on Add a Port. Thiswill open adialog box.

Add a Port X

Use these settings to open a part thraugh Windows Firewal. To find the port
number and pratocol, consult the documentation for the progiam or service you
want to use.

Hame

Bort number:

‘what are the risks of opening 2 port?

Click the program that you want to add — click OK — click OK.

20.8.2.6 Advanced Options

Advanced users can open ports for, and configure the scope of, individual connec-
tions to minimize opportunities for intruders to connect to a computer or network.
To do this, open the Windows Firewall, select the Advanced tab and use the set-
tings under Network Connection Settings.
1. Click Start — Control Panel.

2. Inthe window Control Panel — click Windows Security Center.

3. Click Windows Firewall.
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4. A window "Windows Firewall’ appears. Click on the Advanced tab.

%= Windows Firewall

General | Exceptions | Advanced |

3

Metwark Cannection Settings

Windows Firewall is enabled for the gonnections selected below. To add
exceptions for an individual connection, select it. and then click Settings:

Seftings...

spect

Security Logging

“fou can create a log file for ioubleshooting purposes. Setlings.

(=03

With Internet Conliol Message Protocol (ICMF), the Seting:
computers on 4 network can share errar and status =
information

Default Settings

To restore al Windows Firewal setlings 10 a defaull state, [ Fagors Defats
click Restore Defaults. =

5. Click under Network Connection Settings on Settings.

6. Click OK.

20.8.2.7 How to disable Firewall Alerts from the Security Center

Advanced Settings

Services | ICMP

Select the services running on your netwark that Intemet users can
access

Services

 Server
O Internet Mail Access Pratocel Version 3 (IMAPZ]
O Internet Mail Access Pratocol Version 4 [IMAP4]
O Intemet Mal Server [SMTP)
O PastOffice Pratocol Versian 3 (POP3)
O Remote Desktop
O Secure'web Server (HTTPS]
O Telnet Server
[0 web Server [HTTP)

add. [ Ed. ]

If you have installed another firewall than Windows Firewall, the Security Center
may still be able to tell you the status of that firewall and may also display an alert

if it stops working.

There are some firewalls that Windows Security Center will not find, such as a
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20.8.2.8

20.8.3

20.8.3.1

hardware firewall or certain types of softwarefirewalls. If your computer isusing a
hardware firewall, you should not disable Windows Firewall. If you install and run
another firewall, you should turn off Windows Firewall. If you use another soft-
ware firewall that Windows doesn't recognize, you may want to disable the Secu-
rity Center firewall alerts.

Note: You should only disable these alerts if you are sure that your computer is
protected by a firewall. The following procedure assumes that you have already
turned off Windows Firewall and that you have received an alert telling you that
you do not have a firewall installed.

How to specify afirewall that Windows does not find

1. Click Sart — Control Panel.
2. Double-click Security Center.

3. Select Firewall — click Recommendations. (Note: The Recommendations
button is not available when your Firewall setting is marked ON.)

4. In the Recommendations diaog box, select the 'l have a firewall solution
that I'll monitor myself’ check box — click OK.

When you use this procedure, the Security Center displays your Firewall setting as
Unknown, and does not send you alerts.

Automatic Updates

Windows Security Center alows you to easily manage security settings for Auto-
matic Updates. When you turn on Automatic Updates, Windows routinely checks
the Windows Update Web site for high-priority updates that can help protect your
computer against attacks. High-priority updates include security updates, critical
updates, and service packs.

How to change your Automatic Updates settings

By default, any new updates are installed each day at 3 am.
1. Click Sart — Control Panel.

2. Double-click Security Center.
3. Under Manage your security settingsfor — click Automatic Updates
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4. A window 'Automatic Update’ will appear:.

[Automatic Updates El

Automatic Updates

Help pre

windows can requlatly check For important updates and instal them For you.
(Turning on Automatic Updates may automatically update Windows Update
software First, before any other updates.)

How does Automatic Updates work?

©#Aytomatic (recommended)
@ Automatically download recommended updates for my

comnputer and install them:

Every day | &t |3:004M v
(0 Download updates For me, but let me choose when ta install them,
(0 Motify me but don't automatically download or install them.

() Turn off Automatic Updates.
‘four computer will be mare vulnerable unless yvou instal
updates regularly.
Install updates from the Windows Update Web site,

[ oc ) coel ][ appy

The options for Automatic updates are:

« Automatic: Automatic download recommend updates for my computer and

install them: e.g. 'Every day’ at '3:00 AM’

« Automatic: Download updates for me, but let me choose when to ingtall
them (recommended by Bruker BioSpin for PCs which controls spectrome-

ter.
Automatic Updates El

Automatic Updates

Windows can regularly check for important updates and install them For you,
{Turning on Automatic Updakes may automatically update Windows Update
software first, before any other updates.)

How does Automatic Updates work?

C Automatic (recommended)

futomatically download recommended updates for my
computer and install them:

(& Download updates for me, but let me choose when o install them.

() Matify me but don't aukomatically download or install them,

(O Turn off Automatic Updates.

Your computer will be more vulnerable unless you install
updates regularly.
Install updates Fram the Windows Update Web site.

l Ok H Canicel ][ apply ]

* The Updates are downloaded behind the scenes whenever you are connected
to the Internet. The downloading process does not interfere with other
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downloads or interrupt you while you work. If you disconnect from the
Internet before updates are fully downloaded, the download process will
continue the next time you connect to the Internet.

e Automatic: Notify me but do not automatically download or install them.

e Turn off Automatic Updates. Your computer will be more vulnerable unless
you install updates regularly. Install updates from the Windows Update Web
site.

You can aso visit the Windows Update Web site on a regular basis to get updates
for your computer. The Web site provides the same high priority updates as Auto-
matic Updates, but also offers optional updates that can help improve your compu-
ter's performance or add functionality to some of your programs.

Bruker BioSpin recommends to choose the option ' Download updates for me, but
let me choose when to install them’ because the option ' Automatic download rec-
ommend updates for my computer and install them’ could cause that the PC
restarts automatically after the installation of an update.

20.8.4 Antivirus

20.8.4.1 How to disable Antivirus Alertsform the Security Center

If you are running Windows XP SP2 Windows Security Center should tell you
about the status of your antivirus software and display an alert if it stops working.
Some antivirus programs are designed to report specific information about the pro-
gram to the Security Center.

However, not all antivirus programs are designed to report to the Windows Secu-
rity Center. In fact, there are some antivirus solutions that the Security Center will
not detect at all. If you use an antivirus program that Windows does not recognize,
and you keep it up to date and properly configured, you may want to disable the
antivirus Security Center alerts.

Note: You should only disable these alerts if you are sure that your computer is
protected by the full version of an up-to-date antivirus program. In addition, once
you disable alerts, even if your program receives an update that makes it fully
detected within Security Center, you will not receive alerts unless you clear this
check box.
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20.8.5

20.85.1

How to specify an antivirus program that Windows does not find

1. Click Sart — Control Panel.
2. Double-click Security Center.

3. Inthe Security Center, under Virus Protection, click Recommendations. (The
Recommendations button is not available when your Virus Protection setting is
marked ON.)

4. In the Recommendations dialog box, select the | have antivirus software
that I'll monitor myself check box, and then click OK.

When you use this procedure, the Security Center displays your Virus Protection
setting as Unknown, and does not send you aerts.

Micr osoft Pop-up Blocker

With the Windows XP SP2 Internet Explorer you are able to prevent most pop-up
windows from appearing over Internet pages you want to view while you are using
the Internet.

Many advertisers on the Internet use windows that pop up in the middlie of your
screen to display a message. They might also open when you click alink or button
on a Web site, and they might open either over or under the window you wish to
view. Some pop-ups are helpful. Unfortunately, some pop-up windows can contain
inappropriate content or can be away for you to accidentally download dangerous
software (called spyware or adware) onto your computer.

When you ingtall SP2, Pop-up Blocker is turned on in Internet Explorer and set to
the medium setting, which means it will block most automatic pop-ups. The
default settings for the pop-up blocker allow you to see pop-ups that are opened
when you click a link or button on a Web site. Pop-up Blocker will also play a
sound and show the Information Bar when a Pop-up is blocked. You can adjust
these settings so that Pop-up Blocker works the way you want it to.

How to change Pop-up Blocker settings

1. Open the Microsoft Internet Explorer.
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20.85.2

20.85.3

2. Onthe Tools menu, select Pop-up Blocker — click Pop-up Blocker Settings.

Pop-up Blocker Settings EI

Exceptions

Pop-ups are cunently blacked. ‘You can allow pop-ups om specific
e sites by adding the site ta the list belw

Address of Wb site to allow:

Allowed sites

Motifications and Filter Level
[] Play a sound when a pop-up is blocked.
Shaowt

Eilter Level:

i Bar when a pop-up is blocked

Medium: Block most automatic pop-ups v

Pop-up Blocker FAQ

If you want to see pop-up windows from a specific Web site, type the address (or
URL) of the sitein the Address of Web site to allow box, and then click Add.

If you would like to temporarily allow asite to display pop-ups, click the Informa-
tion Bar when it notifies you that a pop-up has been blocked — click Temporar -
ily Allow Pop-ups.

How to block pop-upswhen you click alink (or button) on a Web site

1. Open Internet Explorer.
2. Onthe Tools menu, select Pop-up Blocker — click Pop-up Blocker Settings.
3. Select the High setting in the box near the bottom of the dialog box.

Note: If you want to see pop-ups that are blocked when you have this setting
turned on, hold down the CTRL key while the window opens.

To turn on Pop-up Blocker

1. Onthe Tools menu, select Pop-up Blocker.
2. Click Turn on Pop-up Blocker.
If you get similar pop-up windows no matter what sites you visit or even if you are

not on the Web at all, you could have spyware, adware, or other software on your
computer that's launching pop-ups. To stop these pop-ups, you will have to iden-
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tify the software, then remove it or change its settings to stop it from launching
pop-ups.

Pop-up Blocker will not block pop-up windows that you open deliberately by
clicking a link. For example, if you were on a travel reservation site and you
clicked alink to open a pop-up window containing your confirmation details, this
pop-up window would not be blocked because you opened it intentionally. The
Pop-up Blocker will not block some pop-ups with certain types of animated con-
tent or pop-ups from Web sites that are in two Web content zones. Local intranet
or Trusted sites.

Multilingual User Interface Pack (MUI) for Microsoft Windows XP
Professional

The Multilingual User Interface Pack (MUI) isaspecia package with aset of lan-
guage specific resource files which can only be added to the English version of
Windows XP Professional. The Multilingual User Interface Pack allows (when
installed) the user interface language of the operating system to be changed
according to the preferences of individual users to one of the supported (and
installed) languages. Local users can then select the user interface language or it
can be set by group policy for organizational units.

The Multilingual User Interface Pack also allows different language usersto share
the same workstation. For instance, one user might choose to see system menus,
dialogues and other text in German, while another user logging onto the same sys-
tem might prefer to see the corresponding text in Hungarian.

On Windows PCs delivered by Bruker BioSpin the "Multilingua User Interface
Pack’ for Microsoft Windows XP Professional is preloaded. The following lan-
guages are available: English (default), Chinese (Simplified), Chinese (Tradi-
tional), Finnish, French, German, Hungarian, Italian, Japanese, Korean, Polish,
Spanish, Swedish, Turkish

Note: Multilingual User Interface Resource Files are only sold as a bundle with
the English version of Windows. It is not available through retail channels.

For further information please refer to:
http://ww. m crosoft. coni gl obal dev/Drintl/faqs/nuifaq. mspx#MJl quesl


http://www.microsoft.com/globaldev/DrIntl/faqs/muifaq.mspx#MUIques1
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20.8.6.1 Changethe user interface language

Regional and Language Options @E

Regional Options | Languages

Tet services and input languages
To wiew of change the languages and methods you can use to enter

test, click Dietails

Supplemental language support

Mozt languages are installed by default. To install additional languages,
select the apprapriate check box below.

Language used in menus and dialogs

English hd

English

italiane
expafiol
swenska
suomi

tagyar
palski
Tiirkce

For further information please see:

The appropriate Menus and dial ogues language can be selected from the Regional
Options applet in Control Panel.

1. Click Start — Control Panel.
2. Double-click Regional and L anguage Options.
3. Click on the L anguages tab.

The Menus and dialogs drop down list will display all the installed languages.

Note: Changes to the user interface language only become effective after logging
off and logging on again.

http://ww. nicrosoft. cont gl obal dev/refer-
ence/ wi n2k/ set up/ changeui . npx


http://www.microsoft.com/globaldev/reference/win2k/setup/changeui.mspx
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Appendix

21.1 Some notes for the helium handling

In the TopspPIN installation path (normally C: \ Br uker \ TOPSPI N) in the direc-
tory . ..\ prog\l ogfil es are two files named hel i um og and hel i um
| og. err.Thehel i un og saves every night at 3.00 am the actual helium level
inanew line. Thehel i um og. err documents every error during detecting the
helium level.

The helium log runs under the local system account. Change this to the user whois
aways logged on:

a) ClickonStart — Settings — Control Panel — 'Task Scheduler'.
b) Click twotimes on the task AT1(2,...) which runs at 3:00 AM.

21.1.1 Automatic notification for helium refill
1. Open aCommand Prompt and enter:
e cd /d c:\Bruker\ TOPSPI N
e notepad heliunminit

type in the number (without ' %) of the helium level should activate the notifi-
cation, e. g. 25

285
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Click file — save as.. and save it as <TOPSPI NHOVE>\ hel i unlim t

Of course, you can also install the heliumlimit file from the Explorer. We have
chosen the Command Prompt because the Explorer might add the extension . t xt
tothefilehel i um evel which makesit unusable (see chapter 7.2.2).

2. Now you could create a command script <TOPSPI NHOVE>\ hel i -
umrar n. cnd that will be executed if the actual helium level is the same or
below the entry (in %) in the file <TOPSPINHOM E>\heliumlimit

E. g. itispossibleto create amessage window on the screen of the spectrometer
PC and/or every other PC in your network (e. g. the PC of the responsible person
for helium refill). You could do thisin the following way:

3. Open aCommand Prompt and enter:
e cd /d c:\Bruker\ TOPSPI N
 notepad hel i umnarn. cnd
typein the following text:

@cho off

=] 1 I i e
rem hel i umnarn. cnd: exanple MS cnd script to send a warning
rem ar gunment 1=LEVEL

rem argunment 2=LIM T

=] 1 I i e

rem user defined variables:
rem | NSTRUMENT: is the nane of the spectroneter

rem ADDRESS . the address where the nessage is sent to.
rem type 'net help send’ for details
=] i R

set | NSTRUMENT=" Avance- 300’

set ADDRESS1=%COVPUTERNAMEY

set ADDRESS2=%\MR- SUPERUSER- PC%
set ADDRESS3=%HEL| UM REFI LLER- PC%

set MYSELF=%
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set LEVEL=%
set LIMT=02

rem get the nane of the spectroneter host:

rem prepare the email nessage:

set MSG=Attention: At the magnet of the % NSTRUVENT% spec-
trometer is the helium evel of YUEVELY%®b6equal or | ower than
the heliumlevel limt of %IMT%W86 please order |iquid he-
liumand refill the heliumtank. --- This message has been
sent by %WSELF% on %10ST% to %ADDRESS1% %ADDRESS2% and
%ADDRESS3%

net send %ADDRESS1% %VEG%
net send %ADDRESS2% %UVEG%
net send %ADDRESS3% %VEG%

You have to write in your individual parameters
» replace Avance- 300 with the name of your spectrometer

* replace NMR- SUPERUSER- PC with the name of the PC of the NMR-Supe-
ruser

* replace HELI UM REFI LLER- PC with the name of the PC of the responsible
person for helium refill

« Attention - the text sequence:

set MSG=Attention: At the nagnet of the % NSTRUMENT%
spectroneter is the heliumevel of %EVEL%W®6 equal or
|l ower than the helium level linit of %IMTYW86 please
order liquid heliumand refill the heliumtank. --- This
nmessage has been sent by UWWSELF% on %10ST%t 0 %ADDRESS1%
%ADDRESS2% and %ADDRESS3%
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had to be written in one line!

click file - save as.. and save it as<TOPSPI NHOVE>\ hel i umwar n. cnd

Now the defined PC’s will get an error message if the actual helium level isthe
same or below the entry (in %) in thefile

<TOPSPI NHOVE>\ hel ium init

The notificationswere sends only once but it will be activated again if the helium
level is against higher than the limit.

Note that this script is only an example, if you would like to add more PC’s in
the notification list you had to add the respective addresses, if you like to have-
less addresses you have to del ete the respective entries.

21.2 Script for saving important files

TopspPIN offers a script (xwinnmr.save) for saving very important files that are not
delivered by BRUKER. This script can save and extract user specific datafrom the
TOPSPINHOME directory and puts them into a tar-file. Files that start with an "."
areignored. The script can be started as follows:

Click on the Bruker Utilities icon on the desktop

Bruker Utilities —» Miscellaneous — xwinnmr.save.cmd
For more information open the command prompt of the Bruker Utilities

Bruker Utilities— Command prompt  and enter

Aprog\bintutilities\m scell aneous\xw nnnr.save —hel p

Files and directories will be saved into the specia tar-file xwi n_backup. t ar
which is, by default, in the directory TOPSPI NHOVE/ xwi n_backup.

The xwinnmr.save script saves the same files and directories as the nmr_save AU
program (see chapter 8.8).

The optionsfor xwi nnnt . save starting from a command prompt are:
XW nnnr . save [-optiong]

 help additional information



Appendix

289

e path <string>

e restore <string>

* replace
* silent
e source <string>

e spect <string>

absolute path where backup tar-file
nnr _backup.tar will be created (backup
directory)

absol ute path where backup tar-file can be found
(backup directory); the target directory must
aso be specified! (see examples below)

overwrite existing nmr_backup.tar file
do not display any messages

absolute path to ToPSPIN/XWIN-NMR installation
that should be saved

spectrometer name (e.g. spect; default is the cur-
rent name)

For safety reasons the tar-file will not be replaced by executing the xwi n-
nnr . save script once again. So if you like to use the script several times, you
have to move the xwi n_backup. tar file from the directory TOPSPI N-
HOME/ xwi n_backup on a backup medium (floppy, CD ...) and then start the
script once again or you have to use the 'replace’ option.

21.3 WhereDo | Find What?

If you cannot find the required information in this manual, please check the manu-

aslisted below.

Further useful information you can aso find in the Release Letter for the respec-

tive TOPSPIN version.
e TopsPIN Users Guide

Window handling, diplaying data, interactive data manipulation, user interface

related items.
« Acquisition Reference

Description of al acquisition commands, parameters and files.

» Processing Reference

Description of al processing commands, parameters and files.

* AU Reference

How to write AU programs. Description of all AU macros, functions and vari-
ables. List of Bruker AU programs.
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* TOPSPIN PLOT EDITOR
Printing and plotting of data sets.

¢ NMR-SIM Experiment Simulator
Simulation of NMR experiments.

¢ |CON-NMR Automation Interface
Comprehensive user interface, tailor made for all your laboratory management
and control needs.

For further manuals please refer to:

e ToOPSPIN — Help

http://www.br uker-bi ospin.com/documentation_nmr.html
* NMR-GUIDE


http://www.bruker-biospin.com/documentation_nmr.html
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Germany

Br uker Bi oSpin GrbH

Sil berstreifen

76287 Rheinstetten

Cer many

Tel: +49 (0)721 5161 0
Fax: +49 (0)721 5171 01

Br uker Bi oSpin

Servi ce & Support Depart nent
Sil berstreifen

76287 Rheinstetten

Tel : +49 (0) 721 5161 296
Fax: +49 (0) 721 5161 943

http://ww. bruker-bi ospin.com

ftp server: ftp.bruker.de

Ermai | : nnr @r uker - bi ospi n. de (sal es)
nmbu@r uker . de (service)
appl i k@ruker.de (application)
nnr - sof t war e- support @r uker - bi ospi n. de (software)
i cense@ruker.de (licenses)
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ftp://ftp.bruker.de
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USA

Br uker Bi oSpi n Corporation
15 Fortune Drive

Manni ng Road

Billerica, MA. 01821-3991

Tel : +1 978 667 9580 5195 (center)

+1 978 667 9580 5444 (application)
Fax: +1 978 667 6168 (center)

+1 978 667 2955 (application)

http://ww. bruker-bi ospin.com
ftp server: ftp.bruker.com

e-mail: appl ab@r uker.com
cent er @r uker.com
sof t war e@r uker. com

Switzerland

Bruker Bi oSpin AG
I ndustri estralRe 26
CH- 8117 Fal | anden

Tel : +41 (44) 8259 111
Fax: +41 (44) 8259 696

web server: ww. bruker. ch
e-Mail: epweb@ruker. ch
al | _ap@ruker.ch

France
Bruker Bi oSpin S. A
34, rue de |'industrie

F-67166 W ssenbour g/ Cedex

Tel: +33 3 88 73 68 00
Fax: +33 3 88 73 68 79

e-Mail: support-rm@ruker.fr (customer

support)


http://www.bruker-biospin.com
ftp://ftp.bruker.com
http://www.bruker.ch
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England

Bruker Bi oSpin LTD.
Banner | ane

Coventry CV4 9CGH

Tel: +44 (24) 7685 5200
Fax: +44 (24) 7646 5317

web server: www. bruker. co. uk

e-mai |l : service@ruker. co. uk
apps@r uker. co. uk

Our webpage

http://www.bruker-biospin.com/contact_us.html
« provides contact adresses of our facilities and offices worldwide



http://www.bruker.co.uk
http://www.bruker-biospin.com/contact_us.html
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